LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\

Data File : BF109886.D

Aca On - 15 Oct 2018 18:33 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5456-01 UGl )
Misc i MS-FRAC-TANK
ALS Vial : 10 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-BF101518.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 2.316 33 39 50 rvB 2083571 2833758 5.76% 1.579%
2 2.452 58 62 85 rvB 741193 1044408 2.12% 0.582%
3 2.899 132 138 145 rVB 393409 607423 1.24% 0.338%
4 3.581 245 254 259 rVV 1099746 1807101 3.68% 1.007%
5 3.840 294 298 305 rVB 452180 619614 1.26% 0.345%
6 4.040 321 332 335 rBVY 4270803 7718287 15.70% 4 _.300%
7 5.516 579 583 586 rBV 980461 972668 1.98% 0.542%
8 5.710 608 616 629 rBV 984392 2410697 4 _.90% 1.343%
9 6.028 649 670 672 rVV 10175040 49165959 100.00% 27.392%
10 6.592 762 766 771 rVB2 1679065 1776489 3.61% 0.990%

11 6.745 788 792 795 rBV 4174443 3854380 7.84% 2.147%
12 6.787 795 799 802 rVB2 437066 520653 1.06% 0.290%
13 6.981 828 832 834 rvv 1351916 1191816 2.42% 0.664%
14 7.004 834 836 839 rvv 613479 560942 1.14% 0.313%
15 7.134 854 858 863 rVvB 4368528 3847668 7.83% 2.144%

16 7.375 892 899 903 rBv2 601705 676310 1.38% 0.377%
17 7.498 911 920 923 rBvV2 737196 1609745 3.27% 0.897%
18 7.539 923 927 930 rVV 3169217 3068512 6.24% 1.710%
19 8.157 1028 1032 1037 rVB 1481285 1480681 3.01% 0.825%
20 8.257 1044 1049 1053 rVvVB 1675076 1508903 3.07% 0.841%

21 8.398 1070 1073 1077 rVB 807801 648548 1.32% 0.361%
22 9.333 1228 1232 1235 rBV 5305047 4717779 9.60% 2.628%
23 10.016 1345 1348 1352 rVB2 1586492 1444440 2.94% 0.805%
24 10.392 1408 1412 1414 rBV 632726 688886 1.40% 0.384%
25 10.804 1479 1482 1487 rVV2 2558243 2517990 5.12% 1.403%

26 10.869 1490 1493 1496 rBV 631941 559915 1.14% 0.312%
27 11.022 1517 1519 1524 rVB 677754 624908 1.27% 0.348%
28 11.151 1539 1541 1546 rVB2 567176 651481 1.33% 0.363%
29 11.357 1574 1576 1580 rVvV 416852 499281 1.02% 0.278%
30 11.445 1588 1591 1597 rBV2 1160741 1535689 3.12% 0.856%

31 11.504 1598 1601 1605 rBV2 1849028 2110725 4._.29% 1.176%
32 11.545 1605 1608 1611 rVB3 587543 791575 1.61% 0.441%
33 11.592 1611 1616 1618 rBV3 550799 782536 1.59% 0.436%
34 11.716 1634 1637 1641 rBV2 1010969 1395672 2.84% 0.778%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\

Data File : BF109886.D

Aca On - 15 Oct 2018 18:33 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5456-01 UGl )
Misc i MS-FRAC-TANK
ALS Vial : 10 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-BF101518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.810 1648 1653 1657 rBV 1201037 1773216 3.61% 0.988%

36 11.886 1663 1666 1670 rBV2 2303708 2674298 5.44% 1.490%
37 11.957 1675 1678 1681 rBV2 431883 642773 1.31% 0.358%
38 12.022 1687 1689 1692 rVB 1469870 1245341 2.53% 0.694%
39 12.133 1706 1708 1715 rVB 648173 817292 1.66% 0.455%
40 12.245 1722 1727 1734 rVB 1471984 3662166 7.45% 2.040%

41 12.304 1734 1737 1739 rBV 1498469 1031190 2.10% 0.575%
42 12.769 1813 1816 1819 rBV 2712224 2334689 4._.75% 1.301%
43 12.810 1819 1823 1828 rVB 2032272 2562696 5.21% 1.428%
44 13.092 1867 1871 1874 rBV 3543588 3080946 6.27% 1.716%
45 13.157 1874 1882 1889 rVB 3543594 7273066 14.79% 4._.052%

46 13.839 1991 1998 2002 rBV 4523947 7681828 15.62% 4._.280%
47 14.151 2048 2051 2053 rVB 1154144 967861 1.97% 0.539%
48 14.180 2054 2056 2060 rVvB2 567600 615618 1.25% 0.343%
49 14.304 2074 2077 2083 rVB4 627077 890684 1.81% 0.496%
50 14.386 2083 2091 2096 rBV 4916994 9171903 18.65% 5.110%

51 14.480 2105 2107 2111 rVB2 566641 556538 1.13% 0.310%
52 14.533 2114 2116 2121 rVB4 377950 538230 1.09% 0.300%
53 14.604 2125 2128 2133 rVB2 1256214 1432321 2.91% 0.798%
54 14.657 2134 2137 2140 rBV2 634726 799812 1.63% 0.446%
55 14.745 2149 2152 2157 rBV4 250553 545746 1.11% 0.304%

56 14.845 2166 2169 2171 rBV 439687 497750 1.01% 0.277%
57 14.892 2171 2177 2181 rVV 4113040 7224700 14.69% 4.025%
58 14.927 2181 2183 2188 rVB 1438749 1363511 2.77% 0.760%
59 15.280 2239 2243 2250 rVB 1363426 1894889 3.85% 1.056%
60 15.468 2268 2275 2281 rVB 2225494 4220807 8.58% 2.352%

61 15.674 2305 2310 2319 rVB2 1408866 2843138 5.78% 1.584%
62 16.139 2381 2389 2407 rVB2 1005168 3096271 6.30% 1.725%

63 16.692 2479 2483 2499 rVB3 349223 847046 1.72% 0.472%
64 16.909 2513 2520 2531 rVB4 306615 961361 1.96% 0.536%

Sum of corrected areas: 179493126
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.32 47 .55 ng 2833760 1,4-Dichlorobenzene-d4 6.98
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. tetramethvl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 40 (2.322 min): BF109886.D (-33) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.0
220 240  2.60 '
Olrrrprrrr e it b ek e e || M/ 43.05 39 64Y%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 550 220 240  2.60
‘ 87.0 m/z 55.05 28.51%
27.0
0'”I”'W'”W'”m#'“MLLW“'W'“'LI”I””I”}R%RW'”'P'”P'”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
220 240  2.60
5000 41.0 55.0 m/z 87.05 25.28%
29.0 ‘
o 1, | “ Al “‘ 99.0 112.0 129.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- P
73.0 220 240  2.60
m/z 41.05 12.84%
5000
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 2 2-Pentanone Concentration Rank 20

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

2.45 17.53 ng 1044410 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 91
2 2.3-Butanedione 86 C4H602 000431-03-8 50
3 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 9
4 Butane 58 C4H10 000106-97-8 9
5 Ethanone, 1l-oxiranyl- 86 C4H602 004401-11-0 9

Abundance Scan 62 (2.452 min): BF109886.D (-58) (-) m/z 43.00 100.00%
43.0
5000
86.0
220 240 2.60 2.80
Obrrreh 80y L 2070 hjy 85.05  14.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1706: 2-Pentanone
43.0
5000 NSRS S
220 240 2.60 2.80
86.0 m/z 41.05 11.49%
0""3??'I:'E%Q'L'I”"I"'W""I'”'I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1661: 2,3-Butanedione
43.0
220 240 2.60 2.80
5000 m/z 58.00 8.30%
15.0 86.0
ol | 69.0
LI SUL LI ILLELEL SURLLEL SURLIL DAL DL B AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1769: 2-Butanone, 3-methyl-
43.0 220 240 2.60 2.80
m/z 71.10 7.30%
5000
86.0
0""3??'$”'§$9“'IJ”'I"”I"'W""P"'I”"I'”' NSRS I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.60 2.80

8270-BF101518.M Tue Oct 16 13:33:35 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 4 2-Hexanol Concentration Rank 6

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

4.04 129.52 ng 7718290 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol 102 C6H140 000626-93-7 83
2 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 83
3 2-Hexanol. (3)- 102 C6H140 052019-78-0 64
4 2-Hexanol. (R)- 102 C6H140 026549-24-6 43
5 2-Nonanol 144 C9H200 000628-99-9 39

Abundance Scan 332 (4.040 min): BF109886.D (-321) (-) m/z 45.05 100.00%
48.0
5000
| o8t 380 4.00 4.20 4.40
57.0 87.1 . . . :
o...,....,....,.3.5;‘?',|!!..,..:'.,....,..7.7.-,9.:.'.,...1.0,1.-.1..1,1.2-.9., m/z 43.05 25.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4407 2-Hexanol
45.0
5000
3.80 4.00 4.20 4.40
270 69.0 m/z 69.10 18.34%
o 3% |l,3eql)] 580 | 870 1020
miz--> B % % 4 % @ 7o % % 1o o
Abundance #4443: 2-Pentanol, 4-methyl-
45.0
380 4.00 4.20 4.40
5000 m/z 41.05 18.27%
27.0 ‘ 69.0
o180 | seql|l 570 870 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4420: 2-Hexanol, (S)-
45.0 3.80 4.00 4.20 4.40
m/z 39.00 7.86%
5000
oL 150 30 ||| 50 90 870 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 5 Ethanol, 2-butoxy- Concentration Rank 1

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

6.03 825.06 ng 49166000 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 83
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 53
3 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 38
4 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 36
5 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 32

Abundance Scan 670 (6.028 min): BF109886.D (-649) (-) m/z 57.10 100.00%
57.1
5000 45.0
87.1 e
75.1 5.60 5.80 6.00 6.20 6.40
Ob e el etk b 8L 13L1 L Sz 45 05 46.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8820: Ethanol, 2-butoxy-
57.0
5000 45.0 RN R R UL
29.0 560 580 6.00 620 6.40
87.0 m/z 41.10 41.83%
0 15.0 h| Ll il 50 | 100.0  118.0
s o 0 B0 & o B0 % 16 110 10 1o
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
45.0
5.60 5.80 6.00 6.20 6.40
5000 m/z 87.10 23.10%
29.0 75.0
87.0
ol Ll L]0
0"P'“I”'W'“'I”'W'”'P'”I“'W'”'P'”I“'W'”'P'”I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13546: Formic acid, 3,3-dimethylbut-2-yl ester e
57.0 5.60 5.80 6.00 6.20 6.40
m/z 56.05 9.77%
5000 69.0
41.0 ' 87.0
0 "I%?'ql"??l?"'I""I'"'I""I""I""I""I"" }}ﬁ 2""|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 6 unknown6.75 Concentration Rank 7

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

6.75 64 .68 ng 3854380 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 793 (6.751 min): BF109886.D (-788) (-) m/z 132.00 100.00%
132.0
5000 68.0
960 """"""""""'
40.0 540 6.40 6.60 6.80 7.00
Obrr eyt et 880 | 1180 m/z 68.05 37.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BRI SRR

6.40 6.60 6.80 7.00
m/z 134.00 33.83%

31.0 51.0
o | I “ I I
R L N O RELRRL SRR RESEE RS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
B I N LR
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.23%
41.0 53.0 97.0 1170
‘ 79.0 '
0 ‘ ‘ Ll 1 ‘\ \‘ L]y L ‘ [l
R o B e N L o R AR NSRS SRR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T ./,l. A
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .59%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||
R e e R BRARARRE RS s e e e e e e AR R
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 8 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 18

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

8.16 19.63 ng 1480680 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 90
2 Ethanol. 1-(2-butoxvethoxv)- 162 C8H1803 054446-78-5 83
3 Di-sec-butvl ether 130 C8H180 006863-58-7 53
4 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 53
5 Hexane, 1-(methoxymethoxy)- 146 C8H1802 066675-06-7 47

Abundance Scan 1033 (8.163 min): BF109886.D (-1028) (-) m/z 57.10 100.00%
57.1
5000
41.1
" a0 750 500 600 G40
' 132.1 : : : :
o |.', Al L0 1321 1401 1792 | 7745 00 92.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 A A I UL
29.0 780 8.00 820 840
75.0 m/z 41.10 35.83%
0 | 80 32.0
0 ol W[l 10201150 13204470
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
780 8.00 820 840
5000 m/z 74.95 19.87%
41.Q 750 o
27.0
oL, ,.‘J. ol ddwl ,qﬁ, A 102.0 119, 0132 ?}45.0..1?? o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13657: Di-sec-butyl ether R S o
48.0 7.80 8.00 8.20 8.40
m/z 43.00 19.41%
s000{ 290
59.0 101.0
o ‘ - ‘ , B30 115.0 1300
m/z--> 20 40 60 80 100 120 140 160 180 780 8.00 820 840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 9 Benzene, (1-methyldodecyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.89 25.34 ng 2674300 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 70
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 47
3 Benzene. (l-methvlinonvI)- 218 C16H26 004537-13-7 47
4 Benzene. (1-methvldecvl)- 232 C17H28 004536-88-3 43
5 Benzene, (1-methylnonadecyl)- 358 C26H46 002398-66-5 38
Abundance Scan 1667 (11.892 min): BF109886.D (-1663) (-) m/z 105.10 100.00%
106.1
5000
41.1 1160 1180 12.00 1220
79.1 133.1 260.3 11.60 11.80 12.00 12.20
Obrerrrref bbb el e 03,2, 2822 L 2883 8224 Tz 119.10  79.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #111020: Benzene, (1-methyldodecyl)-
105.0
5000 LI IS BN LN B
11,60 11.80 12,00 12.20
m/z 91.00 26 .45%
0 770 147.0 1760 2170 2800
m/z--> i&&%m@@mmmmmmmmﬁ
Abundance #99257: Benzene, (1-methylundecyl)-
105.0
11,60 11.80 12,00 12.20
5000 m/z 106.10 13.18%
41.0
o 79.0| | 131.0 161.0187.0 218.0 2460
m/z--> i&&%@@mmmmmmmmmﬁ
Abundance #75972: Benzene, (1-methylnonyl)- e e EEEEEsmam
105.0 11.60 11.80 12.00 12.20
m/z 41.10 10.93%
5000
16.0 41.0  79.0 Jlmomuuwoﬂso
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.25 34.70 ng 3662170 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Docosane 310 C22H46 000629-97-0 80
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 80
4 Heptacosane 380 C27H56 000593-49-7 76
5 Hexadecane 226 C16H34 000544-76-3 74
Abundance Scan 1728 (12.251 min): BF109886.D (-1722) (-) m/z 57.10 100.00%
57.1
5000 8.1 AJVVNJ\/\\A»JJW\~wW\,mﬁvyv~A~
113.1 145.1  189.2 12.00 12.20 12.40 12.60
Ol | A b Lorn T, 281226022878 3233 m/z 71.10 62.08%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
571.0
5000 850 LA L B L L L LB
12.00 12:20 12.40 12.60
m/z 43.10 60.94%
02%9 I [30141.0160.0197.0225.0253.0  295.0323.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57.0
' 12.00 12.20 12.40 12.60
5000 85.0 m/z 85.10 49_86%
113.0
m/z--> 50 100 1éo 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl- R EmEEs e
43.0 12.00 12.20 12.40 12.60
m/z 41.10 22 _.20%
71.0
- \/\/M\‘\/\/L/\__/
99.0 196.0
Ol h g A F2701%50 | a2sozsp02800
m/z--> 50 100 150 200 250 300 350 12.00 12:20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_.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 unknownl2.77 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.77 22.12 ng 2334690 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-T2-T2-I2-12-1r2-(2-Methoxvethox... 340 C15H3208 1000352-04-1 38
2 Dibutvl 3.6.9.12.15.18-hexaoxaic... 466 C22H42010 1000366-80-0 38
3 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 30
4 2-T2-TI2-12-12-12-12-12-12-12-(2-... 516 C23H48012 1000352-04-4 27
5 2,5,8,11,14-Pentaoxahexadecan-16-o0l 252 C11H2406 023778-52-1 27
Abundance Scan 1816 (12.769 min): BF109886.D (-1813) (-) m/z 57.10 100.00%
57.1
103.1
5000
145.1 12.40 12.60 12.80 13.00
ol oy J0m, MOLL 2812 26033013 0 Tnsz 45.00  72.50%
m/z--> 50 100 150 200 250 300 350
Abundance #176344: 2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethoxy]e...
45.0
89.0
5000
12.40 12.60 12.80 13.00
133.0 m/z 103.10 67.03%
0l15.0] | l 1, }., . || , 177.0207.0 253.0 297.0
m/z--> 50 100 150 200 250 300 350
Abundance #230211: Dibutyl 3,6,9,12,15,18-hexaoxaicosane-1,20-dioate
108.0
12.40 12.60 12.80 13.00
5000 m/z 101.05 37.88%
45.0 159.0
o150, i | 7[?'0” i 1310 203.0  247.0277.0 321.0 365.0
m/z--> 50 100 150 200 250 300 350
Abundance #8821: Ethanol, 2-butoxy- T
57.0 12.40 12.60 12.80 13.00
m/z 59.00 36.35%
5000
29.0 87.0
‘ 118.0
O'J'W'Wi'”'k Y SN SRS SN SN S LN BRI UGS I
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF101518.M Tue Oct 16 13:33:41 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 12 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.81 24 .28 ng 2562700 Phenanthrene-d10 11.51
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 83
Abundance Scan 1823 (12.810 min): BF109886.D (-1819) (-) m/z 43.10 100.00%
41 73.0
5000 129.1 g-~_4~\~,~ﬂqxawvv\v]\wa~
I PP 12:40 12,60 12.80 13.00 13.20
157 1 213.2 : : : : :
0 b7 | e L 302 m/z 73.00 95.17%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
5000 129.0 T T TR T
nmnmnmnmmw
1850 o4 2840 m/z 60.00 88.00%
I157 0 2130, |
o pabl] N | Bl R —_—
m/z--> 150 200 250 300 350
Abundance #95851 Pentadecanoic acid
43.0
12:40 12,60 12.80 13.00 13.20
5000 129.0 m/z 57.10 86.06%
199.0
‘ PR 1570 ‘ 242.0
OJ:S-IOLI "‘I H h il . .‘. b '{I ————
m/z--> 50 150 200 250 300 350
Abundance #107549 n-Hexadecanoic acid A B o
60.0 12.40 12.60 12.80 13.00 13.20
m/z 55.10 73.88%
5000 129.0
97.0 157.01g502130  256.0
o {Mh“ h\ul\ ..‘.‘.‘lu‘.‘.. N — R B
m/z--> 50 200 250 300 350 1um%mmmwmno

8270-BF101518.M Tue Oct 16 13:33:43 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 13 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.16 150.29 ng 7273070 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
Abundance Scan 1883 (13.163 min): BF109886.D (-1874) (-) m/z 57.10 100.00%
57.1
9ot 12:80 13.00 13.20 1340
141.2 . . : .
ol .l, Ay 142 1832 2253 2673 3233 3654 | ngno 7110 65,960
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
5000 AU SR B
12. 80 13. oo 13. 20 13.40
m/z 43.10 61.11%
o210 I I| L] 1410 1830 2250 266.0296.0
m/z--> B "éo 100 150 206 i ésd B 566 B ééd !
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57.0
12:80 13.00 13.20 13.40
5000 m/z 85.10 49 .85%
99.0 140.0
NI 0 e X I
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R AR BAEEE T
57.0 12.80 13.00 13.20 13.40
m/z 55.10 21.60%
- Mw
99.0
o 27,0 ] || )y, 1410 1830 225.0 281.0 337.0 394.0
m/z--> éo 160 1%0 200 250 360 3éo ' 1280 1300 1320 1340 '

8270-BF101518.M Tue Oct 16 13:33:43 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 14 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 158.74 ng 7681830 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1998 (13.839 min): BF109886.D (-1991) (-) m/z 57.10 100.00%
57.1
5000 MJLM
9ot " 13.60 13.80 14.00 14.20
141 1 : : : :
ol LI Ay 2431 1832 2252 2673 3004 35143874 | 7110 66, 12W
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LI BRI BB BRI B
13 60 13. 80 14. oo 14 20
99.0 m/z 43.10 60.93%
o 27‘r0| |1y 141 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #194499: Eicosane, 7-hexyl-
57.0
" 13.60 13.80 14.00 14.20
5000 m/z 85.10 48 .60%
99.0
0 HJJ | 1410 182071710 24902810 3200
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane A B
57.0 13.60 13.80 14.00 14.20
m/z 55.05 22 .60%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 13 60 13. 80 14.00 14 20

8270-BF101518.M Tue Oct 16 13:33:44 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 15 unknownl14.30 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.30 18.41 ng 890684 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 30
2 Pentadecane 212 C15H32 000629-62-9 25
3 Undecane. 3-methvl- 170 C12H26 001002-43-3 25
4 Silane. dimethvl(2.2.2-trichloro... 376 C15H31CI302Si 1000347-56-8 25
5 Tridecane 184 C13H28 000629-50-5 22
Abundance Scan 2076 (14.298 min): BF109886.D (-2074) (-) m/z 57.10 100.00%
5%.1
5000 105.1

14.00 14.20 14.40 14.60

it % 183.2 2252 2733 33623692 417.3

| B Y (2252 L e3892 ML Thy7 43,10 64.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59879: Tetradecane
57.0
5000 LA L L L L L L L L LB
14. 00 14. 20 14. 40 14. 60
m/z 71.10 63.43%
99.0
R i
m/z--> 50 100 150 200 250 300 350 400
Abundance #71396: Pentadecane
57.0
R N RmEns e
14.00 14.20 14.40 14.60
5000 m/z 85.10 49 .14%
99.0
||, 1410 212.0
e o i A
m/z--> 0 100 150 200 250 300 350 400
Abundance #38327: Undecane, 3-methyl- R R R
57.0 14.00 14.20 14.40 14.60
m/z 105.05 45 _.87%
5000
‘ ‘ 99.0 141.0
T T N
m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14. 40 14. 60

8270-BF101518.M Tue Oct 16 13:33:45 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 16 Triacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.39 189.53 ng 9171900 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2092 (14.392 min): BF109886.D (-2083) (-) m/z 57.10 100.00%
57.1
5000 J\/—/\A“—/
991 14.00 14.20 14.40 14.60 14.80
141 2 - : - - -
ol L LUy 142 1832 2253 2673 3094 3514 4144 m/z 71.10  66.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 R UM SRR BRI I
14.00 14.20 14.40 14.60 14.80
99.0 m/z 43.10 58.39%
o | ][ | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #194493: Hexacosane
57.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 85.10 50.05%
99.0
oL 14 L)) | , 1410 1830 225.0 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane B B b
57.0 14.00 14.20 14.40 14.60 14.80
m/z 55.05 22 .34%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80

8270-BF101518.M Tue Oct 16 13:33:45 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 17 Eicosane, 10-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .60 29.60 ng 1432320 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 72
2 Tetracosane 338 C24H50 000646-31-1 72
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 70
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 68
5 Tetradecane 198 C14H30 000629-59-4 68
Abundance Scan 2127 (14.598 min): BF109886.D (-2125) (-) m/z 57.10 100.00%
1
5000 M
99.11331 287.3 14.20 14.40 14.60 14.80 15.00
0 189.1 24572 324.0357.3 400.4 445.4 mn/z 43.10 65 . 69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
51.0
5000 AR LN B I B
1420 14.40 14.60 14.80 15.00
Fgo m/z 71.10 63.67%
154.0
oAy i er0 28002880
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 45_.00%
99.0
o ‘ | || | 140 1830 2250 267.0 338.0
m/z--> 50 160 150 260 250 300 3%0 400 '
Abundance #59890: Tridecane, 3-methyl- A
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.10 23.59%
1 990 169.0
- 7 R ARE mEEE S R
m/z--> 50 100 150 200 250 300 350 400 ' 1420 14.40 14.60 14.80 15.00

8270-BF101518.M Tue Oct 16 13:33:48 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 18 Pentadecane, 8-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.89 149.29 ng 7224700 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2177 (14.892 min): BF109886.D (-2171) (-) m/z 57.10 100.00%
57.1
991 14,60 14.80 15.00 1520
141.2 - - -
ol L b Ay 242 1832 2253 267.3 300334333794 4283 771 10 65.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
5000 85.0 L B UL UL SR
14,60 14.80 15.00 15.20
196.0 m/z 43.10 58.70%
o L Bre Ly 2300 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57.0
14,60 14.80 15.00 1520
5000 m/z 85.10 49 .42%
‘ R0 1540
ol ]y . ) 197.0 239.0 281 o
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane B Baa e e
57.0 14.60 14.80 15.00 15.20
m/z 55.10 21.89%
- b\/‘—/\\\_____/L
99.0
Ozmo‘ ‘ Ly, 1410 1830 2250 281.0 337.0 394.0
m/z--> 50 100 1%0 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 19 Docosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.47 29.69 ng 4220810 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2275 (15.468 min): BF109886.D (-2268) (-) m/z 57.10 100.00%
57.1
901 ' 15.20 15.40 15.60 15.80
141, 2 : : : :
ol LLUA Ay 242 1832 2252 2673 3233 3654 | 71010 65. 240
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57.0
5000 L B BULELL BRI UL
mmmmmmmm
m/z 43.10 56.32%
o] L (4G 1830 2300 240100
mz> 's'o 100' B e e e we
Abundance #209566: Octacosane
57.0
15.20 15.40 15.60 15.80
5000 m/z 85.10 49 .48%
99.0
0 27,00 | | | | 14 0 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance #141426: Heneicosane R EaEEE S
57.0 15.20 15.40 15.60 15.80
m/z 55.05 20.85%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 1550 1540 1560 1580
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109886.D

Aca On : 15 Oct 2018 18:33

Operator : JU/SJ

Sample : J5456-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : 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 20 Hexacosane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
16.14 21.78 ng 3096270 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2389 (16.139 min): BF109886.D (-2381) (-) m/z 57.10 100.00%

1

5000

i

99.1 L L o o o

15.80 16.00 16.20 16.40
141.1 183.2
225.2 263.3295.2 351.4  403.3 m/z 71.10 65.51%

[0} -
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
571.0
5000 LA L L L L L L |
15.80 16.00 16.20 16.40
99.0 m/z 43.10 56.33%
| I ﬂdymlmonmzmom% 367.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
R R REE
15.80 16.00 16.20 16.40
5000 m/z 85.10 47 .91%
99.0
. 27|o‘ [ . ]l | 119 1830 2250 266.0296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane R A REER R
57.0 15.80 16.00 16.20 16.40
m/z 55.10 20.71%
99.0
o 27,0 | gy, 141.0 183 0 2250 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. OO 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\

Data File : BF109886.D

Acq On - 15 Oct 2018 18:33 Instrument :
Operator : JU/SJ BNA_F

Sample - J5456-01 ClientSampleld :
Misc : MS-FRAC-TANK
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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... 2.32 47.5 ng 2833760 1 6.98 1191820 20.0
2-Pentanone 2.45 17.5 ng 1044410 1 6.98 1191820 20.0
2-Hexanol 4.04 129.5 ng 7718290 1 6.98 1191820 20.0
Ethanol, 2-butoxy- 6.03 825.1 ng 49166000 1 6.98 1191820 20.0
unknown6.75 6.75 64.7 ng 3854380 1 6.98 1191820 20.0
Ethanol, 2-(2-but... 8.16 19.6 ng 1480680 2 8.26 1508900 20.0
Benzene, (1-methy... 11.89 25.3 ng 2674300 4 11.51 2110730 20.0
Heptacosane 12.25 34.7 ng 3662170 4 11.51 2110730 20.0
unknownl12 .77 12.77 22.1 ng 2334690 4 11.51 2110730 20.0
Octadecanoic acid 12.81 24.3 ng 2562700 4 11.51 2110730 20.0
Heneicosane 13.16 150.3 ng 7273070 5 14.15 967861 20.0
Octacosane 13.84 158.7 ng 7681830 5 14.15 967861 20.0
unknownl14 .30 14.30 18.4 ng 890684 5 14.15 967861 20.0
Triacontane 14.39 189.5 ng 9171900 5 14.15 967861 20.0
Eicosane, 10-methyl- 14.60 29.6 ng 1432320 5 14.15 967861 20.0
Pentadecane, 8-he... 14.89 149.3 ng 7224700 5 14.15 967861 20.0
Docosane 15.47 29.7 ng 4220810 6 15.67 2843140 20.0
Hexacosane 16.14 21.8 ng 3096270 6 15.67 2843140 20.0
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