LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.298 30 36 43 rVB 134276 176825 4 .36% 0.395%
2 5.216 526 532 538 rVB 85866 113609 2.80% 0.254%
3 5.586 589 595 598 rBY 3693773 3976795 98.13% 8.888%
4 6.586 758 765 768 rBVY 3535147 4052721 100.00% 9.058%
5 6.733 785 790 793 rBVY 3917866 4007217 98.88% 8.956%
6 6.963 826 829 833 rVB 1336102 1111426 27.42% 2.484%
7 7.122 852 856 859 rVB 3415537 3029246 74.75% 6.770%
8 7.528 920 925 928 rBVY 2649795 2540921 62.70% 5.679%
9 7.586 931 935 941 rVB5 44491 74811 1.85% 0.167%
10 8.245 1044 1047 1050 rBV 1796930 1468492 36.23% 3.282%
11 8.292 1053 1055 1058 rVvB 84448 71873 1.77% 0.161%
12 8.527 1092 1095 1100 rBv4 43335 55926 1.38% 0.125%
13 8.657 1114 1117 1119 rBV 93175 74539 1.84% 0.167%
14 9.257 1217 1219 1222 rBV 83228 55023 1.36% 0.123%

15 9.322 1225 1230 1233 rBV 4380117 4025683 99.33% 8.998%

16 9.392 1239 1242 1245 rBV 116163 100385 2.48% 0.224%

17 9.463 1251 1254 1258 rVB5 31199 45247 1.12% 0.101%
18 9.651 1280 1286 1288 rBV6 30320 53194 1.31% 0.119%
19 9.710 1293 1296 1299 rBV 482673 373369 9.21% 0.834%
20 9.774 1304 1307 1309 rBV 39643 42809 1.06% 0.096%

21 9.921 1325 1332 1335 rBvV 262647 202757 5.00% 0.453%
22 10.004 1342 1346 1349 rBV 1849994 1571377 38.77% 3.512%

23 10.151 1368 1371 1374 rBvV4 32838 46307 1.14% 0.103%
24 10.210 1378 1381 1384 rVB3 48029 51585 1.27% 0.115%
25 10.245 1384 1387 1391 rBV2 65300 73251 1.81% 0.164%
26 10.398 1410 1413 1415 rBV2 55358 71976 1.78% 0.161%
27 10.421 1415 1417 1420 rVB 297645 221958 5.48% 0.496%
28 10.645 1450 1455 1457 rBV 82660 99701 2.46% 0.223%

29 10.792 1476 1480 1484 rVB 2391438 2351565 58.02% 5.256%
30 10.898 1495 1498 1503 rVB 232307 253656 6.26% 0.567%

31 11.051 1521 1524 1527 rVB 57875 47902 1.18% 0.107%
32 11.139 1534 1539 1543 rVB4 46536 74894 1.85% 0.167%
33 11.345 1571 1574 1576 rBV 169584 132812 3.28% 0.297%
34 11.374 1576 1579 1585 rVB3 88919 118706 2.93% 0.265%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

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

Method :
Title :

35 11.498 1595 1600 1602 rBV 1566970 1494361 36.87% 3.340%

36 11.515 1602 1603 1609 rVV2 146926 138894 3.43% 0.310%

37 11.568 1609 1612 1614 rVB 96138 76092 1.88% 0.170%
38 11.774 1644 1647 1649 rBV 102933 78311 1.93% 0.175%
39 11.874 1661 1664 1666 rVB 77737 56150 1.39% 0.125%
40 12.015 1681 1688 1695 rBV2 1303013 1394780 34.42% 3.117%
41 12.110 1700 1704 1706 rBV2 73897 74503 1.84% 0.167%
42 12.180 1713 1716 1722 rBV2 110967 100143 2.47% 0.224%
43 12.315 1736 1739 1741 rBV3 52566 53251 1.31% 0.119%
44 12.421 1755 1757 1762 rVB4 40315 53737 1.33% 0.120%
45 12.468 1762 1765 1767 rBV2 50466 63444 1.57% 0.142%

46 12.568 1779 1782 1784 rBV2 168139 195866 4._.83% 0.438%
47 12.668 1797 1799 1802 rVB2 55996 52176 1.29% 0.117%
48 12.710 1802 1806 1811 rBV 516076 570462 14.08% 1.275%
49 12.804 1817 1822 1830 rBV 1554031 1579446 38.97% 3.530%
50 12.939 1839 1845 1849 rBV2 397865 419460 10.35% 0.938%

51 13.086 1865 1870 1873 rVB 3225590 3074643 75.87% 6.872%

52 13.268 1898 1901 1904 rBV2 72556 70114 1.73% 0.157%
53 13.298 1904 1906 1909 rVvVv 116998 110077 2.72% 0.246%
54 13.333 1910 1912 1915 rVB 63383 53042 1.31% 0.119%

55 13.645 1962 1965 1968 rBV 143736 113719 2.81% 0.254%

56 13.968 2016 2020 2024 rBV2 601963 627878 15.49% 1.403%

57 14.109 2042 2044 2046 rBvV 61769 65831 1.62% 0.147%
58 14.145 2046 2050 2053 rVV 1157603 1168369 28.83% 2.611%
59 14.168 2053 2054 2057 rVB 130555 72511 1.79% 0.162%

60 14.292 2072 2075 2081 rBV 198860 214592 5.30% 0.480%

61 14.609 2126 2129 2134 rBV 188936 223454 5.51% 0.499%
62 14.927 2180 2183 2187 rBV 177538 190318 4._70% 0.425%
63 15.221 2230 2233 2236 rBV 103898 142017 3.50% 0.317%
64 15.286 2241 2244 2249 rBV 187607 225981 5.58% 0.505%
65 15.680 2306 2311 2319 rVB 771888 1219785 30.10% 2.726%

Sum of corrected areas: 44741965
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 10

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

2.30 3.18 ng 176825 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 36 (2.298 min): BF103702.D (-30) (-) m/z 73.00 100.00%
73
5000 23
55 87 S A —
36 220 240 260
I - X 1 NP UPUSSN N 'R — m/z 43.00 36.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 220 240  2.60
55 87 m/z 55.00 24.81%
0 ‘?9 35 ‘M‘\ ‘ 67 || 80
LS FULELI UL SR SURLELL SRR SUREL IURLILS SURILILS SURLIL LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
- 87 220 240 260
5000 m/z 87.00 24 .48%
29
15 67 97
e L S U S UL S UL SULIUL UL I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl- LA AL L AL R R
73 220 240  2.60
m/z 71.00 11.47%
5000 59
87
43
29 || 53 | 67 | ‘ 102
e L S U S SV S I SULIUL UL I B A AL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240  2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
" 5.22 2.04ng 113609  1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50

000540-88-5 39
000930-56-3 9

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 533 (5.222 min): BF103702.D (-526) (-) m/z 42.95 100.00%

43
59
5000
101 B N A
36 83 480 5.00 520 5.40 5.60
o) ESESESESESESSEESESMMISER. ¥ N 1 RSSOUT 4 | RSN MRS m/z 59.00 57.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 e e
59 4.80 5.00 520 540 5.60
m/z 101.00 18.93%
15 31 101
\ 25 | 37 53, 83 ‘
R L T T
m/z--> 10 40 50 60 70 80 90 100 110
Abundance
43
RERE SR e e ]
57 4.80 500 5.20 5.40 5.60
5000 m/z 58.00 17.58%
29 101
o 15 37 51 73 83 95
L e o e s o e B A B e o S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)- L B e
43 480 5.00 520 5.40 5.60
55 m/z 41.10 9.27%
5000
27 83
15
0 \‘\‘ 37 ‘\\ \\‘\\ 65 98
o L L i e o e o e o e S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.73 Concentration Rank 1

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

6.73 72.11 ng 4007220 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 789 (6.728 min): BF103702.D (-785) (-) m/z 132.00 100.00%
5000 68
40 | 75 6 6.40 6.60 6.80 7.00
54 104 - - - -
o R T ??:.-.'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.00 42.74%
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 R
5000 SRS SRR SRS SRR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.35%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .55%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- O EAm A
132 6.40 6.60 6.80 7.00
m/z 69.05 16.51%
5000
63 104
39 51 7 90 117
Y 1 Y O ] N A | N Y WY | E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 Hexadecane Concentration Rank 14

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

9.92 2.58 ng 202757 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heptadecane 240 C17H36 000629-78-7 83
3 9-methvlheptadecane 254 C18H38 026741-18-4 83
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 1332 (9.921 min): BF103702.D (-1325) (-) m/z 57.00 100.00%
57
43
71
5000
99 '9.60 9.80 10.00 10.20
113
o 127141155 m/z 43.05 72.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83027: Hexadecane
57
43
71
5000 85 BERREEE U AR
9.60 9.80 1000 10.20
29 m/z 71.05 63.41%
bt M s wo1sa1gr | 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 7
85 9.60 9.80 10.00 10.20
5000 m/z 85.05 40.26%
29 99
oL 15 113127141155169183197211 240
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 240
Abundance #105887: 9-methylheptadecane
57 9.60 9.80 10.00 10.20
43 71 g5 m/z 41.05 33.25%
5000
140
29 99
0 \‘ Jl ‘\ H\ N \‘ 1]\-\\1 127 168 196 239
m/z--> ﬁo Jo éo éo 160 120 150 160 180 200 250 240 9%0 980 1000 1020 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.02 18.67 ng 1394780 Phenanthrene-d10 11.50
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 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 25
Abundance Scan 1689 (12.021 min): BF103702.D (-1681) (-) m/z 73.00 100.00%
73
43 60
5000 129
85 213 A
192 UL UL UL UL R
LAH 8 15 | 143157171 227 5,1 256 1180 12.00 12.20 12.40
o} m/z 60.00 76.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 UL SN UL UL B
nmnmnmnm
213 m/z 43.10 74 .00%
0 i 143 BT 169
m/z--> 25"'25"'50"'50 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 "' 11/80 12.00 12.20 12.40
5000 29 129 m/z 57.00 62.62%
87 15 oh 214
101 143 157 185
O Rt S s T B B N .
m/z--> 25 Jo éo 85 160 150 110 1éo 180 200 220 250 2éo
Abundance #84455; Tetradecanoic acid A RaE ma et
73 11.80 12.00 12.20 12.40
60 m/z 55.00 59.27%
5000 43 129 \Nﬂvd_JLﬁjv*dA\-ﬁdbw~¢h¢-~
0 I""I""I"' e e e
miz--> 20 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12. 20 12. 40

8270-BF031518.M Mon Mar 19 14:22:21 2018 Page: 8



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.80 21.14 ng 1579450 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 1821 (12.798 min): BF103702.D (-1817) (-) m/z 73.00 100.00%
7
5000 129
% 185
241
157 284 12.40 12.60 12.80 13.00 13.20
o a0 23| 264N Tm/z 43.05  96.42%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
78
43
129
5000 284 NSRRI AN SN
97 185 241 12.40 12.60 12.80 13.00 13.20
H ‘ m/z 60.00 82.63%
ol I T \1§7 I\ s \I 2}%\| | |\2|6|5 1 S
m/z--> 50 100 150 200 250 300 350
Abundance
43 78
12.40 12.60 12.80 13.00 13.20
5000 129 m/z 57.00 78.51%
97 199 242
157
180
L L L WL S B B
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester T Lt
43 12.40 12.60 12.80 13.00 13.20
m/z 55.00 69.03%
73
129
97
185
ol ‘. ., uUI.HI.IIL o P Pl | s o B NS |
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 11 Heptafluorobutyric acid, he... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.97 10.75 ng 627878  Chrysene-di2 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutvric acid. hexadec...
2 Nonadecvl pentafluoropropionate

3 Pentafluoropropionic acid. octad...
4 Eicosyl heptafluorobutvrate

5 Pentafluoropropionic acid, hepta...

438 C20H33F702
430 C22H39F502
416 C21H37F502
494 C24H41F702
402 C20H35F502

006385-15-5 91
1000351-88-8 91
959261-25-7 91
1000351-83-5 91
959218-78-1 91

Abundance Scan 2020 (13.968 min): BF103702.D (-2016) (-) m/z 57.10 100.00%
57
83
5000
111
13.60 13.80 14.00 1420
139 163 234 : : : :
3 - I hud A3 ol AO1211777 260280 314 m/z 43.10 82.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
5000 LA L L L L L LB L
13.60 13.80 14.00 14.20
29 125 m/z 83.10 78.30%
SNERUREVUET i L SO
m/z--> 50 200 250 300 350 400
Abundance
57 97
B B B o O
13.60 13.80 14.00 14.20
5000 m/z 55.00 74.58%
125
o 29 153 182 210 238 266 311 412
L e o e e L o e e e o e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester B e o N EEmes
57 13.60 13.80 14.00 14.20
m/z 97.05 68.43%
5000
125
29
oLl L il \ ,153l182 224 252 297 398
L T e B e o AR
m/z--> 50 5 200 250 300 350 400 13. 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 12 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.29 3.67 ng 214592 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93

2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Tetracosane 338 C24H50 000646-31-1 87

5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2075 (14.292 min): BF103702.D (-2072) (-) m/z 57.00 100.00%
g7
5000 85
113 14.00 14.20 14.40 14.60
| 141 163182 230249
ok, Iy I Ly 163-02202 2007, 7269289307328 m/z 71.10 73.46%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LA L L L L L LB
14.00 14.20 14.40 14.60
m/z 43.05 65.10%
113
0 | h M A ‘\ | ‘141 183 211 239 267 296
e R T e e L e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R e
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 50.86%
29
. M3 141 169 197 205 253 205 323 367
e e e T e B
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane R B e e
57 14.00 14.20 14.40 14.60
m/z 41.00 24 .88%
85
5000
29
| | [ | J11}3 141 169 197 240
O T R e
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 14 Sulfurous acid, 2-propyl un... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.12 ng 190318 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 80
2 Heneicosane 296 C21H44 000629-94-7 68
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 68
4 Octacosane 394 C28H58 000630-02-4 68
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 68
Abundance Scan 2184 (14.933 min): BF103702.D (-2180) (-) m/z 57.05 100.00%
g7
85
5000
et 16 12160 1480 15,00 1520
oL d bl ‘“ -" Wy T 196217237296 290309 342 812 | tn, 71.10  78.22%
m/z--> 50 100 150 200 250 300 350
Abundance #125659: Sulfurous acid, 2-propyl undecyl ester
43
5000 71 L S B B I

14.60 14.80 15.00 15.20
m/z 43.10 60.02%

o1 \\ \\ 125 135 189 219
|||l| T T rrrrr[rrrr [ rr 111

m/z--> 50 100 150 200 250 300 350
Abundance
57
B RN RaRES B
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 54.04%
29 113
o 141 169 197 225 253 296
e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl- R R mEEE
43 14.60 14.80 15.00 15.20
m/z 55.00 24 _37%
71
5000
99
o \ “ | l‘ | 137 155 183 225 253
m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103702.D

Aca On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample : J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 15 Eicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.29 3.71 ng 225981 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2245 (15.292 min): BF103702.D (-2241) (-) m/z 57.05 100.00%
57
5000 8
141 219 15.00 15.20 15.40 15.60
oL L4 l| a7 209 10727230 208 294 319 345365 400\ n/z  71.00  71.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 LI IS B UL B
85 15.00 15.20 15.40 15.60
29 m/z 43.05 53.71%
0 \‘ \L ‘\ H\ Il u‘ 1:}3 I 141 n 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
85 L AR S BRI B
15.00 15.20 15.40 15.60
5000 m/z 85.05 51.81%
3 0m
. 29 169 197 225 253 281 399 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #175565: Tricosane, 2-methyl- L LA
43 15.00 15.20 15.40 15.60
m/z 55.00 24 .53%
5000 71
. } J‘j J %9 127 155 183 211 239 267 2% 323
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF031618\
Data File : BF103702.D

Acq On : 16 Mar 2018 17:59

Operator : JU/SJ

Sample - J1752-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.30 3.2 ng 176825 1 6.96 1111430 20.0
2-Pentanone, 4-hy... 5.22 2.0 ng 113609 1 6.96 1111430 20.0
unknown6.73 6.73 72.1 ng 4007220 1 6.96 1111430 20.0
Hexadecane 9.92 2.6 ng 202757 3 10.00 1571380 20.0
n-Hexadecanoic acid 12.02 18.7 ng 1394780 4 11.50 1494360 20.0
Octadecanoic acid 12.80 21.1 ng 1579450 4 11.50 1494360 20.0
Heptafluorobutyri... 13.97 10.8 ng 627878 5 14.14 1168370 20.0
Heptadecane, 2,6,... 14.29 3.7 ng 214592 5 14.14 1168370 20.0
Sulfurous acid, 2... 14.93 3.1 ng 190318 6 15.68 1219790 20.0
Eicosane 15.29 3.7 ng 225981 6 15.68 1219790 20.0
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