LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 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-BF122116.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 3.430 130 135 140 rBvV 59188 128834 2.53% 0.280%
2 4.184 198 201 205 rvB2 31550 63394 1.25% 0.138%
3 4.813 253 256 270 rVB 1153849 1780433 35.02% 3.874%
4 5.281 294 297 299 rBVY 3530003 4461313 87.74% 9.708%
5 6.333 386 389 392 rBVY 4587705 5000856 98.35% 10.882%
6 6.447 396 399 401 rBVY 4188643 5084578 100.00% 11.064%
7 6.664 416 418 421 rBVY 1305644 1200722 23.61% 2.613%
8 6.790 427 429 430 rBV 95407 80985 1.59% 0.176%
9 6.824 430 432 434 rVB 3999003 3549656 69.81% 7.724%
10 7.110 455 457 462 rVB 53742 61778 1.22% 0.134%

11 7.236 465 468 470 rBV 2933244 2867342 56.39% 6.239%
12 7.956 528 531 533 rBV 1409211 1397963 27.49% 3.042%
13 9.030 623 625 628 rVvB 3270698 3902608 76.75% 8.492%
14 9.430 658 660 663 rBv 328049 338090 6.65% 0.736%

15 9.648 675 679 681 rBvY 62587 94902 1.87% 0.207%
16 9.705 681 684 686 rvB 1800510 1589758 31.27% 3.459%
17 9.933 701 704 706 rBvV2 36477 55126 1.08% 0.120%
18 9.979 706 708 710 rBV2 49669 66427 1.31% 0.145%
19 10.128 715 721 722 rBV 35458 76973 1.51% 0.167%

20 10.151 722 723 725 rVB 135864 108925 2.14% 0.237%

21 10.368 739 742 745 rBV 61616 87728 1.73% 0.191%
22 10.493 751 753 756 rBV 2630174 2642543 51.97% 5.750%
23 10.619 761 764 769 rBv2 141069 259522 5.10% 0.565%
24 11.065 802 803 805 rBvV 81764 118066 2.32% 0.257%
25 11.191 811 814 816 rBV 1092389 1548674 30.46% 3.370%

26 11.431 833 835 838 rvB2 31637 57004 1.12% 0.124%
27 11.499 838 841 843 rBV 76346 82358 1.62% 0.179%
28 11.659 852 855 856 rBvV 31104 51261 1.01% 0.112%

29 11.739 859 862 864 rBvV 495368 523020 10.29% 1.138%
30 11.899 872 876 878 rBv2 63569 155947 3.07% 0.339%

31 12.036 887 888 892 rBv2 57031 61609 1.21% 0.134%
32 12.391 918 919 921 rBV 223228 217123 4.27% 0.472%
33 12.436 921 923 926 rVB2 62490 78851 1.55% 0.172%

34 12.516 928 930 934 rvv 274764 340388 6.69% 0.741%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 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-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.619 936 939 941 rVB 198424 215946 4._.25% 0.470%

36 12.779 950 953 955 rVvB 2304377 3012850 59.25% 6.556%

37 12.905 962 964 965 rBV 60565 52351 1.03% 0.114%
38 12.951 966 968 970 rVB 62789 75965 1.49% 0.165%
39 13.019 972 974 975 rVB 66132 58302 1.15% 0.127%
40 13.054 975 977 982 rBv4 46115 75265 1.48% 0.164%
41 13.259 993 995 998 rBvV 98698 146045 2.87% 0.318%
42 13.351 1001 1003 1005 rBV3 52067 89905 1.77% 0.196%
43 13.682 1030 1032 1035 rVB2 183745 244414 4.81% 0.532%
44 13.762 1038 1039 1041 rBV 45484 53954 1.06% 0.117%

45 13.819 1041 1044 1046 rBV 1018644 1208996 23.78% 2.631%

46 14.311 1085 1087 1094 rVB3 85386 179561 3.53% 0.391%
47 14.814 1129 1131 1137 rVV 74222 146235 2.88% 0.318%
48 14.905 1137 1139 1145 rVB2 82912 141921 2.79% 0.309%
49 15.134 1157 1159 1162 rVB 65857 94014 1.85% 0.205%
50 15.191 1162 1164 1167 rBV 677234 958175 18.84% 2.085%

51 15.420 1181 1184 1187 rVB3 52319 90389 1.78% 0.197%
52 15.625 1200 1202 1204 rBV 61224 93503 1.84% 0.203%
53 16.185 1248 1251 1253 rBV3 29322 65372 1.29% 0.142%
54 16.311 1259 1262 1268 rVB3 68750 146106 2.87% 0.318%
55 16.483 1275 1277 1281 rVB2 34108 71190 1.40% 0.155%
56 16.871 1308 1311 1315 rBV 28905 68008 1.34% 0.148%
57 16.997 1319 1322 1327 rVB6 23382 63387 1.25% 0.138%

58 18.769 1472 1477 1489 rVB4 140637 469398 9.23% 1.021%

Sum of corrected areas: 45956009
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF010317\

BF092069.D

3 Jan 2017 19:14

UM/SsJ

H6322-03

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3

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

4.81 29.66 ng 1780430 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 256 (4.813 min): BF092069.D (-253) (-) m/z 43.00 100.00%
43.0
59.1
5000
100 440 460 4.80 500 5.20
0 ...,....,....,....','::..,...'!,...6?-,0....?3'.0..,...:,|....,. m/z 59.10 57.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 k0 45 o o Sk
0
150 a0 1010 m/z 101.00 19.06%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 440 460 4.80 500 5.20
5000 m/z 58.00 14.78%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- EaE AR e
59.0 440 4.60 4.80 5.00 5.20
m/z 41.10 8.87%
5000 41.0
31.0
69.0 87.0
0 15.0 “‘H ‘m‘ SOQ“‘ . . 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 3 unknown6.45

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

6.45 84 .69 ng 5084580 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 399 (6.447 min): BF092069.D (-396) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 HARPE SRR RARSERARNE SN
40.0 540 6.20 6.40 6.60 6.80
o....,....:....,::..,..l.',..7.53,0....,..!.,?1??.?.1.1.7.,1...., | | m/Z 68.10 37.46%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR RS AR L R
6.20 6.40 6.60 6.80
210 510 m/z 134.00 34 .53%
0'“'J“Jhwl'WH'“l'“llh?ﬁq'“l'“'l“"w"w"“ T
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 23.11%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine b e na
132.0 6.20 6.40 6.60 6.80
m/z 69.10 14 .54%
97.0
5000 0.0
31.0 52.0
0 ‘ I} [ L 86.0 | 107011§0 l
m/z--> 30 40 éo éo 75 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.62 3.35 ng 259522 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Eicosane 282 C20H42 000112-95-8 83
3 Octadecane 254 C18H38 000593-45-3 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 764 (10.619 min): BF092069.D (-761) (-) m/z 57.10 100.00%
51.1
5000
115501850 1020 1040 10/60 1080 11560
0! ¥ m/z 43.05 73.03%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 AR SRR SR B
10.20 10.40 10.60 10.80 11.00
99.0 m/z 71.10 63.71%
o 27,0 h | ||, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
10,20 10.40 10.60 10.80 11.00
5000 m/z 85.10 38.59Y%
0 27.0 990 1410 1830 2050 2820
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #91036: Octadecane |
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.10 33.42%
5000
99.0
o 27‘1'0“ Iy ’ | | 1410 1830 22502540
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 ' 10.'20 10.'40 10.I60 1O.I80 11.'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.74 6.75 ng 523020 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 862 (11.739 min): BF092069.D (-859) (-) m/z 73.00 100.00%
431 730
5000 129.1
97.1
213.2 R U SIS UL I
1571 185.1 56,2 1140 11,60 11.80 12.00
ol 4 m/z 43.10 81.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 LS U SURLE BRI S B
129.0 nmnmnmnm
97.0 o , m/z 60.00 80.79%
.0 185.0
0 |||||||||||| IHH‘ MH IH‘\ |“|‘|||‘|||||||‘|| |‘||‘|‘|||“| ||2|3|6.q|||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
11.40 11.60 11.80 12.00
5000 m/z 57.10 67.87%
o 129.0 1710 214.0
0 7. 152.0 195.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid O B e
43.0 73.0 11.40 11.60 11.80 12.00
m/z 55.10 62.32%
5000 129.0
97.0 199.0 242.0
0 H\ ’ M‘\ mlIIIIIIIE‘?OI‘OIH‘”I\I ""|""|" B R B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl11.90 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.01 ng 155947 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 46
2 Octadecane. 1-chloro- 288 C18H37CI 003386-33-2 43
3 Tetradecane 198 C14H30 000629-59-4 43
4 Octadecane. l1-iodo- 380 C18H371 000629-93-6 38
5 Tridecane 184 C13H28 000629-50-5 38
Abundance Scan 876 (11.899 min): BF092069.D (-872) (-) m/z 57.10 100.00%
57.1
5000 /\}\/VL\/W/\\/\M
163.1 L B e B B
9.1 .4 2152 259.3 1160 11,80 12.00 12.20
0 e m/z 43.10 77.20%
m/z--> 50 100 150 200 250 300 350
Abundance #152929: Silane, trichlorooctadecyl-
57.0
5000 LN UL UL UM B
nmnmnmnm
99.0 m/z 71.05 60.40%
0ZWMHW”“¥W1ﬁw%ommnm3EM%0%m
m/z--> éo 100 1%0 260 2éo 360 3%0 '
Abundance
57.0
1160 11.80 12.00 12.20
5000 m/z 41.10 44 _43%
91.0
o 27.0 133.0 175.0 217.0 252.0 288.0
m/z--> éo 160 150 200 2%0 360 3%0 '
Abundance #55008: Tetradecane R s !
57.0 11.60 11.80 12.00 12.20
m/z 85.10 42 .05%
. 1990 1410 1960
m/z--> 50 160 1%0 200 250 360 3%0 ' 1160 1180 1200 1520 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.52 5.63 ng 340388 Chrysene-di12 13.82
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 80
3 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 35
4 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 25
5 Tetradecane 198 C14H30 000629-59-4 11
Abundance Scan 930 (12.516 min): BF092069.D (-928) (-) m/z 43.10 100.00%
431 730
5000 JM
129.1
97t BRI BN SRR B
185.1 241.2 12.20 12.40 12.60 12.80
o 1571 131 2843 "m/z 73.00 93.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 U R
12.20 12.40 12.60 12.80
m/z 57.10 81.48%
o?ﬁﬂduw”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
12:20 12.40 12.60 12.80
5000 129.0 m/z 60.00 76.99%
970 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96380: 11-Bromoundecanoic acid R R aE e S
60.0 12.20 12.40 12.60 12.80
m/z 55.10 65.08%
5000
29.0
o 207.0 237.0 264.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9-Octadecenamide, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.42 ng 146045 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 Octadecanamide 283 C18H37NO 000124-26-5 78
3 Pentanamide 101 C5H11NO 000626-97-1 64
4 Dodecanamide 199 C12H25N0 001120-16-7 59
5 Octanamide 143 C8H17NO 000629-01-6 59
Abundance Scan 995 (13.259 min): BF092069.D (-993) (-) m/z 59.00 100.00%
54.0
5000 J\jL
R AR R AR N
217.2 13.00 13.20 13.40 13.60
o 154.2  189.1 2452 278.1 77 75 .10 63 67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106876: 9-Octadecenamide, (2)-
59.0
5000 RN UL R ISR BN SRR
13.00 13.20 13.40 13.60
126.0 2810 m/z 55.05 34 .05%
el o 15401880 2120 2380
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13100 13.20 13.40 13.60
5000 m/z 43.10 27 .91%
. 29.0 86.0 1280 1560 184.0 212.0 240.0 283.0 w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3982: Pentanamide R EEREamE B
54.0 13.00 13.20 13.40 13.60
m/z 41.10 27 .30%
29.0
0"'I"l"'I'""‘I""8I5"(?'I""I'"'I"" AR SR S D D D HREN RN R RN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Dichloroacetic acid, heptad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.68 4.04 ng 244414 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
3 E-7-Octadecene 252 C18H36 1000130-92-0 89
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 81
Abundance Scan 1032 (13.682 min): BF092069.D (-1030) (-) m/z 57.10 100.00%
57.1

83.1

-

5000

13.40 13.60 13.80 14.00
m/z 43.10 83.92%

0 139.1 167.1 196.1220.1 251.2 278.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0

:

5000 R e
111.0 13.40 13.60 13.80 14.00

m/z 55.10 79.01%

29.0

139.0 1680  210.0 238.0 2660 295.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 f/\\/M\/\J\\'W
Abundance
43.0
R R IEEEE e s
13.40 13.60 13.80 14.00
5000 £9.0 m/z 83.10 75.72%

97.0
125.0 1540 1810 224.0 252.0

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89784: E-7-Octadecene e e ERRES BE s
43.0 13.40 13.60 13.80 14.00
m/z 69.10 66.89%
125.0 252.0
0 ‘ 154.0 182.0 224.0
A RARARRAR AR RREES B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Pentadecanethiol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.31 2.97 ng 179561 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 90
2 Eicosane 282 C20H42 000112-95-8 78
3 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 74
4 Methoxvacetic acid. heptadecvl e... 328 C20H4003 1000282-99-1 72
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 64
Abundance Scan 1087 (14.311 min): BF092069.D (-1085) (-) m/z 57.10 100.00%
1 W
5000
97.1
127.1 18812221 267.1 397 3 14.00 14.20 14.40 14.60
Olr—— 1o 1"-'&'“%%%*#% m/Z 43.10 77 .86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #84854: 1-Pentadecanethiol
55.0
97.0
5000 UL BN B B SRR
244.0 14. 00 14. 20 14.40 14.60
‘ 2100 m/z 71.10 68.93%
01.5'.0“. ‘.““l“l‘ ‘u ‘ ‘ ‘1|3 1800 ; .“‘ T
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
14.00 14.20 14.40 1460
5000 m/z 85.10 56.81%
. 27.0 990 4410 183.0 225.0 282.0 /\W
m/z--> - "golll 166 B iéd - éod B ésd B éooll' 550"' ﬁoo
Abundance #48016: Dodecane, 1-fluoro- R R ma AR
57.0 14.00 14.20 14.40 14.60
m/z 55.10 53.13%
5000
”
ol LI, 2400 1880 —
m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14 .91 2.96 ng 141921 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 1139 (14.905 min): BF092069.D (-1137) (-) m/z 57.10 100.00%
57.1
5000 x”““‘A“\‘\f\f}\\h»A_»\V/\AW\J
14,60 14.80 15.00 15.20
0! m/z 71.10 69.10%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57.0
5000 UL AR SRR SRR BURRRE
mmmmmmmm
m/z 43.10 56.88%
0 27‘\-0“‘ | | ‘ 990 1410 1830 226.0
m/z--> 50 160 1%0 200 250 300 3%0 '
Abundance
57.0
14.60 14.80 15.00 1520
5000 m/z 85.10 49 _.27%
99.0
27.0 Mmlmonm 281.0  337.0 394.0 kwk“\ﬂkvwmw
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #115570: Heneicosane A BEmEE B B
57.0 14.60 14.80 15.00 15.20
m/z 55.10 22.87%
5000 nwv«/v«“r”\&ﬂﬁ\AVVV«Nfo«\J
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 1460 1480 1500 1520

8270-BF122116.M Wed Jan 04 16:58:58 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.31 3.05 ng 146106 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 86
2 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 86
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 86
4 17-Octadecenal 266 C18H340 056554-86-0 80
5 E-8-Hexadecen-1-ol acetate 282 C18H3402 1000131-01-1 70
Abundance Scan 1262 (16.311 min): BF092069.D (-1259) (-) m/z 57.10 100.00%
T AV*N/\mAm]\mA«J\fV\A
5000
241 278.2 NN SR B
+150.1 181.1 211.1 249.1 355.1 16.00 16.20 16.40 16.60
0b— 1 m/z 82.10 89.50%
m/z--> 150 200 250 300 350
Abundance #99459: Oxirane, hexadecyl-
43.0
5000 R DU UL UL UL
16.00 16.20 16.40 16.60
09.0 m/z 96.10 69.49%
1380
Ll L\ HL I Iﬂlfse,O, 280 2500
m/z--> 200 250 300 350
Abundance
57.0
oo 16100 1620 1640 1660
5000 m/z 43.10 69.03%
250.0
. 123.0 1550 180.0208.0 M
m/z--> 50 100 150 200 250 300 350
Abundance #107629: Oxirane, heptadecyl- R R ma AR
16.00 16.20 16.40 16.60
m/z 55.10 52.48%
5000 Mj“”vﬁrn\\f\dv/\u,qd\phvﬂ\fvx
10.0
. |\ }380;6501940 236.0 264.0
m/z--> 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010317\
Data File : BF092069.D

Aca On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 (7,7-Dimethyl-2-oxobicyclo[... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.77 9.80 ng 469398 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (7.7-Dimethvl-2-oxobicvclol2.2.1... 246 C11H1804S 1000197-55-6 60
2 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
3 Bicvclol3.1.1Theptan-3-one. 2-(b... 192 C13H200 1000163-96-1 43
4 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 38
5 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 35
Abundance Scan 1477 (18.769 min): BF092069.D (-1472) (-) m/z 69.05 100.00%

5000

%

41.1
163.1 205.2

273.2 LI [LINLILIL I LLL BL BN LI B
302.2 18.40 18.60 18.80 19.00

m/z 95.05 82 .04%

231.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #85538: (7,7-Dimethyl-2-oxobicyclo[2.2.1]hept-1-yl)methane...

81.0 10 .O

-

5000

18.40 18.60 18.80 19.00
m/z 109.05  75.36%

189.0 215.0 246.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
109.0
45.0  REama e RRRREE
137.0 218.0 18.40 18.60 18.80 19.00
5000 78.0 m/z 123.10 72.15%
‘ 160.0
189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50526: Bicyclo[3.1.1]heptan-3-one, 2-(but-3-enyl)-6,6-dim... L w2 BT
69.0 95.0 18.40 18.60 18.80 19.00
41.0 m/z 81.10 69.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18 40 18. 60 18 80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010317\
Data File : BF092069.D

Acq On : 3 Jan 2017 19:14

Operator : UM/SJ

Sample : H6322-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.81 29.7 ng 1780430 1 6.66 1200720 20.0
unknown6 .45 6.45 84.7 ng 5084580 1 6.66 1200720 20.0
Octacosane 10.62 3.4 ng 259522 4 11.19 1548670 20.0
n-Hexadecanoic acid 11.74 6.8 ng 523020 4 11.19 1548670 20.0
unknownl11.90 11.90 2.0 ng 155947 4 11.19 1548670 20.0
Octadecanoic acid 12.52 5.6 ng 340388 5 13.82 1209000 20.0
9-Octadecenamide, ... 13.26 2.4 ng 146045 5 13.82 1209000 20.0
Dichloroacetic ac... 13.68 4.0 ng 244414 5 13.82 1209000 20.0
1-Pentadecanethiol 14.31 3.0 ng 179561 5 13.82 1209000 20.0
Hexadecane 14.91 3.0 ng 141921 6 15.19 958175 20.0
Oxirane, hexadecyl- 16.31 3.0 ng 146106 6 15.19 958175 20.0
(7,7-Dimethyl-2-0... 18.77 9.8 ng 469398 6 15.19 958175 20.0
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