LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.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 52 rvB 358244 495076 15.27% 1.638%
2 5.222 529 533 543 rBV 83770 124390 3.84% 0.412%
3 5.604 592 598 601 rBY 2342118 2566023 79.13% 8.492%
4 6.598 762 767 782 rBV2 2317426 2912846 89.83% 9.640%
5 6.745 787 792 795 rBVY 2965043 2772701 85.51% 9.176%
6 6.969 827 830 834 rBV 700821 554369 17.10% 1.835%
7 7.128 853 857 860 rBVY 2413623 2103341 64.86% 6.961%
8 7.539 921 927 936 rBVY 1591766 1774037 54.71% 5.871%
9 8.257 1044 1049 1067 rBV 726126 752934 23.22% 2.492%
10 9.334 1226 1232 1235 rBV 3262699 3242682 100.00% 10.732%

11 9.716 1294 1297 1309 rBvV 365286 358474 11.05% 1.186%
12 10.016 1344 1348 1359 rVB 1008747 879312 27.12% 2.910%
13 10.810 1479 1483 1489 rBV 1981816 2109567 65.06% 6.982%
14 11.510 1598 1602 1609 rBV 1046932 949525 29.28% 3.143%

15 12.016 1683 1688 1692 rBV 78256 72960 2.25% 0.241%
16 12.533 1773 1776 1781 rBV 28557 34949 1.08% 0.116%
17 12.963 1842 1849 1855 rVB2 28846 44993 1.39% 0.149%

18 13.098 1867 1872 1875 rBV 3342920 3236792 99.82% 10.712%
19 13.974 2017 2021 2026 rBV 263840 302718 9.34% 1.002%
20 14.110 2041 2044 2048 rBvV 191762 162708 5.02% 0.538%

21 14.163 2049 2053 2057 rBvV 790886 694428 21.42% 2.298%
22 14.292 2071 2075 2081 rBV 86022 91730 2.83% 0.304%
23 14.598 2123 2127 2135 rBV2 228270 317915 9.80% 1.052%
24 14.915 2177 2181 2185 rBV 353074 399261 12.31% 1.321%
25 14.998 2191 2195 2199 rVB 133057 129868 4._00% 0.430%

26 15.074 2205 2208 2213 rVB3 36216 38004 1.17% 0.126%
27 15.274 2233 2242 2246 rBV 525484 651506 20.09% 2.156%
28 15.310 2246 2248 2255 rVB3 44828 62016 1.91% 0.205%
29 15.404 2261 2264 2269 rBV2 34180 46763 1.44% 0.155%

30 15.680 2305 2311 2313 rBV 420641 666897 20.57% 2.207%

31 15.698 2313 2314 2322 rVB 386568 396343 12.22% 1.312%

32 15.904 2344 2349 2350 rBV3 36968 53910 1.66% 0.178%
33 16.139 2384 2389 2396 rVvVv 305013 505800 15.60% 1.674%
34 16.210 2397 2401 2408 rVB5 24076 46992 1.45% 0.156%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 16.533 2451 2456 2467 rVB3 51676 117578 3.63% 0.389%

36 16.680 2475 2481 2488 rVB 128648 233100 7.19% 0.771%

37 16.998 2531 2535 2541 rVB7 21885 38452 1.19% 0.127%
38 17.280 2576 2583 2585 rBvV4 45089 101278 3.12% 0.335%
39 18.068 2712 2717 2723 rBV4 17053 38450 1.19% 0.127%

40 18.186 2732 2737 2751 rVB6 43852 134874 4.16% 0.446%

Sum of corrected areas: 30215562
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF110328.D

3000000 6.75
2500000 5.60 6.60 7.13

2000000

7.54
1500000

1000000
6.97

500000 2.32

0 LJL 5}\22 L L L L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110328.D

3000000

2500000

2000000 1081

1500000

11.51
1000000 10.02

8.26
500000 9.72

k» A 12.02 1253 12.9§

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110328.D

3000000
2500000
2000000
1500000

1000000
15.27

500000 14.92 126% 16.14
1896 1 1460 oo ' o
429 |\ &407 340 15.90 flg.21 1%%% 17.00 17.28 18.89.19

R e e e B e e s

I T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 5

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

2.32 17.86 ng 495076 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.322 min): BF110328.D (-33) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.1
| 220 240  2.60 '
S | PSR IS —— N Y 52 o R (o B £
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T
43.0 220 240 260
" 550 87.0 m/z 55.05 29.21%
29.0
0 L MA
RIS I L UL LR IR IR LI SIS IR LS BERAN BARAN SRRAN SRR
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 AU S
220 240 260
5000 41.0 55.0 m/z 87.10 26.70%
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- —

73.0 2.20 2.40 2.60
m/z 41.05 13.32%

5000
43.0
29.0
oL.20 190 Z0 || 590 | 880
20 M NS NG - M PN N —
2.20 2.40 2.60

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130

8270-BF102318.M Thu Nov 01 12:36:08 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 14

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

5.22 4.49 ng 124390 1,4-Dichlorobenzene-d4 6.97
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 25
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 533 (5.222 min): BF110328.D (-529) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.0 | 480 5.00 5.20 5.40 5.60
o} S U BN N — m/z 59.10 60.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LN UL R
59.0 480 500 520 540 5.60
0,
150 41, 1010 m/z 101.00 18.24%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540 5.60
5000 410 m/z 58.10 15.28%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4485: Propane, 2-ethoxy-2-methyl- T BRaar B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.65%
5000
87.0
29.0 41.0
0'“:?a'“W“'W““P'“P“zgeﬂ“'W““I““P'”P“'P”W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.75 Concentration Rank 1

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

6.75 100.03 ng 2772700 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 793 (6.751 min): BF110328.D (-787) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 rrrrTrTTTT TTTTTTTTTTT
400 540 ‘ 6.40 6.60 6.80 7.00
0 .,....,....:':...,::..,.:Il.',..zf?,o....,..!.,?1??.?....,....,"...,.. m/z 134.00  34.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 o ook ok 7 T
4o o a0 m/z 68.10  30.08%
0 .|....|....||‘.|...il....|‘.'.|ll| .I.I.l;'....‘|..I:.|.1.0.7.'0...l.'|....| P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
117.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 19.51%
39.0 910
o | o oo | awso |||
o) |||‘| -t ||||‘|‘||| |l|| PPN TR I\I\II |||l . M
miz> 20 30 40 50 60 70 80 90 100 110 130 130 140 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B R
132.0 6.40 6.60 6.80 7.00
m/z 96.00 11.63%
97.0
5000 0.0
31.0 52.0
L1l ., 860 116.0
s R RN A RN NS RS RAARA RRARS LN AR LRSS SRR RN DA SR
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF102318.M Thu Nov 01 12:36:09 2018

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.97 8.72 ng 302718 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 2020 (13.968 min): BF110328.D (-2017) (-) m/z 57.05 100.00%

57.0

HE

5000 l
l 39.1 181 2 226.0 13.60 13.80 14.00 14.20
0 ”.t,.”.,.i..n...,”..,..”,....“...,.”.,..”, m/z 43.05 88.55%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
(=
550 579
5000 LA L L L L LB L
13.60 13.80 14.00 14.20
m/z 55.05 79.95%
ol15.9, ] 113? 0 182.0 224.0 266.0
s o e BN i s e |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
97.0 B e R EEE
13.60 13.80 14.00 14.20
5000 m/z 83.10 65.28%
ol15.4 | l l 1390 155 9 224.0 269.0 370.0
i o o o e B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy! heptafluorobutyrate T T T T T
57.0 13.60 13.80 14.00 14.20
m/z 69.05 61.93%
97.0
5000
0 3? ? 182.0222.0  294.0 339.0 490.0
T A o e e o o N o N BB m A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.29 2.64 ng 91730 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2075 (14.292 min): BF110328.D (-2071) (-) m/z 57.05 100.00%

57.0
13.1 114,00 14.20 14.40 14.60
169.2

o A s 290 e M7z 71.05  57.99%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0

5000
14100 14.20 14,40 1460
m/z 43.00 57.42%

13.0
o l]h 1690 2250 2950 3670
A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0

14.00 14 20 14. 40 14.60

5000 m/z 85.10 46.23%
| J]HBO 169.0
ol b4 T 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57.0 14. OO 14.20 14.40 14.60

m/z 55.00 25.49%

13.0
] J]ﬂ |, ,169.0 225, 0 309 0 365.0 436.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.60 9.16 ng 317915 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2127 (14.598 min): BF110328.D (-2123) (-) m/z 57.10 100.00%
57.1
5000 \
| %l 14120 14'40 14'60 1480 15,00
141.2
ol A Nhddy 42 1882 2300 sra e e 3aih
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 AR DA DA DR B
mmmmmmmmmm
99.0 m/z 71.05 61.57%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #215181: 2-methyloctacosane
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.05 47 . 44%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 55 160 150 260 250 300 3éo '
Abundance #194493: Hexacosane
57.0 14.20 14.40 14.60 14.80 15.00
m/z 41.05 22.43%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3éo ' 1420 1440 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.92 11.50 ng 399261 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2182 (14.921 min): BF110328.D (-2177) (-) m/z 57.10 100.00%
57.1 h
5000
99.0 14. 60 14.80 15.00 15.20
141.1
oL A LAy P4 1832 22422581 2952  urT a3 i 63.30%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 R A BN AR IR
14.60 14.80 15.00 15.20
} m/z 71.05 63.00%
0 2?,0[ lg?lol 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.05 46.28%
99.0
Oﬁwi ﬂ|¥ml%02m 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0 14.60 14.80 15.00 15.20
m/z 55.05 25.11%
5000
99.0
0280[ | Loy 2410 1830 2250 267.0 309.0  365.0394.0
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.00 6.55 ng 129868 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 80
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
Abundance Scan 2195 (14.998 min): BF110328.D (-2191) (-) 69.05 100.00%
69.0
5000 | ﬂ
T 1 14160 14150 15,00 1520 1540
0...|-,".' }....1....2.17.2..,......3.4.1',2....,.. m/z 81.10 51.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 UL SRR BRI B
14.60 14.80 15.00 15.20 15.40
m/z 41.10 26.71%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 68.10 14.02%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> §o 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0 14.60 14.80 15.00 15.20 15.40
m/z 95.00 12.94%
5000
rll
0.“.‘.‘,"‘.“.”. 1y Htt\l:!'gzlolzﬁlllo .27.3.O.|3:!'5.0.. .?8.4'.0|.. N
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 n-Tetracosanol-1 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.31 3.13 ng 62016 Perylene-d12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 64
2 n-Nonadecanol-1 284 C19H400 001454-84-8 64
3 1-Heneicosanol 312 C21H440 015594-90-8 64
4 Behenic alcohol 326 C22H460 000661-19-8 64
5 n-Heptadecanol-1 256 C17H360 001454-85-9 53

Abundance Scan 2248 (15.310 min): BF110328.D (-2246) (-) m/z 83.05 100.00%

57.0 830
5000 111

15.00 15.20 15.40 15.60

0 m/z 57.05 80.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000

15.00 15.20 15.40 15.60
m/z 55.05 76.31%

139.0

o 167.0195.0222.0 250.0 280.0308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
53.0 83.0

15.00 15.20 15.40 15.60
m/z 69.05 69.22%

5000
29.0
o 1A 1390 168.0196.0  238.0 266.0
rerpededle el
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol B R T R
55,0 83.0 15.00 15.20 15.40 15.60
m/z 97.10 68.41%
5000
29.0
ol 1390167.0 106.0  238.0 266.0294.0
I Mbacussatihea i adines
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 12 Hexasiloxane, tetradecamethyl- Concentration Rank 19

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

15.40 2.36 ng 46763 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 59
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 47
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 40

4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
5 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 27

Abundance Scan 2263 (15.398 min): BF110328.D (-2261) (-) m/z 73.00 100.00%
73.0
uro 2211
5000 810 355.1
429.1 IIIIIIIIIIIIIIIIIIIIIII
h I | | k 15.00 15.20 15.40 15.60 15.80
Ol tpbldb b L e m/z 221.05  67.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
30 a0 2210
5000 281.0
355.0 15.00 15.20 15.40 15.60 15.80
443.0 m/z 147.00 60.55%
!SSPSR SRV S SS NP S D
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73.0 147.0 221.0 429.0
L ma R
355.0 15.00 15.20 15.40 15.60 15.80
5000 281.0 m/z 355.10 37.50%
N ‘ P90 651.0
| NINRNS BRSNS ENMSSSS 15 NN SN SN VS0 NN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethy!-
221.0 15.00 15.20 15.40 15.60 15.80
m/z 281.00 34 .49%
73.0
5000 147.0
281.0
341.0
0 " b ‘l l l t t 42?'0 517.0
L R B B e RAREEa RS R maE e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Heptasiloxane, hexadecamethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.90 2.72 ng 53910 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

ptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 64
.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 47
6-Dimethvl-3.4- bls(trlmetthS|--- 311 C15H29N02Si2 1000079-52-1 28
Amino-2-oxo-acetic acid. N-I3.... 221 C12H15NO3 024451-17-0 25
thioerythritol, 0,0',S,S'—tetr--- 442 C16H4202S2Si4 1000079-30-7 25

Abundance Scan 2348 (15.898 min): BF110328.D (-2344) (-) m/z 57.00 100.00%
1.0
5000
T T T T T
15.60 15.80 16.00 16.20
Otk m/z 43.00 90.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl-
221.0
73.0
5000 147.0 L e o e LR e
281.0 341.0 15 60 15. 80 16. OO 16. 20
' m/z 55.00 88.20%
: Lol ol e e
L I i B o e B o B L B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0
R EREREREEEE
73.0 15.60 15.80 16.00 16.20
5000 m/z 82.00 80.43%
279.0
28.0
O N R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153504: 2,6-Dimethyl-3,4-bis(trimethylsilyloxymethyl)pyridin R R B
3.0 221.0 15.60 15.80 16.00 16.20
m/z 73.05 59.96%
0 27.0, | | ) 2960
B L o o o e o o o LA e e R EREREREEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.14 25.52 ng 505800 Perylene-d12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2389 (16.139 min): BF110328.D (-2384) (-) m/z 57.05 100.00%
57.0 ﬂ
5000
991 15.80 16.00 16.20 16.40
141.1 : : : :
ol , | o 2% 1832 2302 am1 ms1 | OG0T 60 oy,
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
15.80 16.00 16.20 16.40
99.0 m/z 43.10 58.36%
o 27‘r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #141426: Heneicosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.10 47 .96%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane R B e e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.82%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%0 ' 1580 1&50 1&20 1&20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Eicosyl heptafluorobutyrate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.37 ng 46992 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 58
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 46
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 43
4 Decane. 5.6-bis(2.2-dimethvlprop... 278 C20H38 073002-85-4 38
5 Decane, 5,6-bis(2,2-dimethylprop... 278 C20H38 055712-56-6 38
Abundance Scan 2401 (16.210 min): BF110328.D (-2397) (-) m/z 43.10 100.00%
431
83.0
5000
328.1
139.0 221.1 U R SRR BRI B
|| | 281.1 15.80 16.00 16.20 16.40 16.60
of A | m/z 55.00 61.46%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate
57.0
97.0
5000 U R SRR IR B
15.80 16.00 16.20 16.40 16.60
m/z 83.05 60.00%
ol ,h;820224o 2800 325.0 476.0
m/z-> 0 50 160 150 200 250 300 350 400 450
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43.0
83.0 LRI IR SRR SN B
15.80 16.00 16.20 16.40 16.60
5000 m/z 69.10 59.51%
‘ %250
182.0
0 ; "IALEI'”'I"”I"'W""P"'I”"I'”'

I
m/z--> 0 50 100 150 200 250 300 350 400 450

%

Abundance #152719: Tetradecy! trifluoroacetate T
55.0 15.80 16.00 16.20 16.40 16.60
97.0 m/z 97.00 59.34%
- NL“J\/\AAJ\
o154 | | | l | 1000, 2410 5999
m/z--> 0 50 100 150 200 250 300 350 400 450 15. 80 16. 00 16 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 16 Cyclononasiloxane, octadeca... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.53 5.93ng 117578 Perylene-di2 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 78
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 64
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
4 3-lIsopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 23
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 16

Abundance Scan 2455 (16.527 min): BF110328.D (-2451) (-) m/z 221.10 100.00%
73.0 147.0 221.1
5000 281.0
351 4201
l l | \ 503.0 16.20 16.40 16.60 16.80
Ol Al ..,..'..,..1.. N IS O . m/z 147.00 92.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73.0 147.0 221.0 429.0
5000 281.0 R EREEsmmsmsmEmms
16.20 16.40 16.60 16.80
m/z 73.00 91.03%
| || oo 6510
o} BN ESNBSMANSS NN ST AR SN N M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
30 a0 2210
R a e AEmEEEE A
16.20 16.40 16.60 16.80
. m/z 281.00 46 _.88%
5000 281.0 355.0 0
443.0
| SNIEIR EEURAVES SSNBIAN S RSNFRY ' HSATE SE H  HE-——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,... R AEmEEEE L
147.0 221.0 16.20 16.40 16.60 16.80
m/z 355.10 29.21%
73.0
5000
279.0
o e N M SN ML SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 17 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.68 11.76 ng 233100 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2481 (16.680 min): BF110328.D (-2475) (-) m/z 57.10 100.00%
51.1
2000 f\wVﬁfvﬂwa_,/\Lumﬂ~wvr\~\“M
99.0 16.40 16.60 16.80 17.00
141.1 . : . .
ol Llb by Bt aers 07110 61.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 L BB B UL B
16 40 16 60 16. 80 17. 00
99.0 m/z 43.10 58.01%
o | ][ | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #141426: Heneicosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 50.36%
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #184946: Hexadecane, 1-iodo- LI L L L L B
57.0 16.40 16.60 16.80 17.00
m/z 55.00 22.27%
5000
99.0 225.0
Lo L] 0 e | 3520
m/z--> éo 160 1éo 260 250 360 350 460 1640 1660 1680 1700
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 18 unknownl7.28 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.28 5.11 ng 101278 Perylene-d12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 32
3 2-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15NO3 024451-17-0 23
4 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 22
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 22
Abundance Scan 2583 (17.280 min): BF110328.D (-2576) (-) m/z 221.05 100.00%
221.1
73.0 147.0
5000 281.1 355.1
429.1
L | 503.0 17.00 17.20 17.40 17.60
o MBS W B m/z 147.00 73.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0
73.0
5000 L B SR IS B
17.00 17.20 17.40 17.60
m/z 73.00 70.92%
279.0
O T e o R RS an B R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242430: Cyclononasiloxane, octadecamethy!-
73.0 429.0
o "0 1750 1740 1780
5000 221.0 355.0 m/z 355.05 45.91%
281.0
0 | P | \Ll L Lm L490 5630 6510
mz-> 80 100 150 200 250 300 3%0 400 450 500 50 630 640
Abundance #78157: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-...
221.0 17.00 17.20 17.40 17.60
m/z 281.05 44 _.95%
5000 147.0
77.0
0|||||‘||||||]|||||||| A REE e R EARARRRERE RS .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110328.D

Aca On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample : J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 19 unknownl18.19 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.19 6.81 ng 134874 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 42
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 25
3 2-Methvl-thienol2".3":3.41benzol... 221 C10H7NOS2 294668-48-7 14
4 2-Amino-4-(4-nitrophenv)thiazole 221 C9H7N302S 002104-09-8 14
5 2-tert-Butyl-6-methylphenol, O-t... 278 C17H300Si 1000374-86-0 14
Abundance Scan 2738 (18.192 min): BF110328.D (-2732) (-) m/z 221.10 100.00%
22i.1
5000, /39 1470
281.0 429.1
l | Cub |I j| 50?'0 17.80 18.00 18.20 18.40 18.60
Oty bbbt e L ”...”...”,” e o m/z 73.00 49 .98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242430: Cyclononasiloxane, octadecamethy!-
73.0 429.0
147.0
5000 221.0 355.0 e
281.0 17. 80 18. 00 18. 20 18 40 18. 60
‘ m/z 355.00 43 .36%
1 L] o ssso e
m/z--> §0 160 1%0 200 250 300 350 400 450 560 séo 660 eéo
Abundance #228692: Hexasiloxane, tetradecamethyl-
30 a0 2210
17.80 18.|00 18.|20 18.|40 18.|60
0
5000 2810 oo m/z 147.00 42 .83%
443.0
A LA LA A S B LA LAY LRSS SARAN RARRS BN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #77956: 2-Methyl-thieno[2',3':3,4]benzo[2, 1-d]thiazol-5-ol L B
221.0 17.80 18.00 18.20 18.40 18.60
m/z 281.00 33.35%
5000
152.0
45.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 17. 80 18. 00 18. 20 18 40 18. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF103118\
Data File : BF110328.D

Acq On : 31 Oct 2018 13:12

Operator : JU/SJ

Sample - J5737-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 17.9 ng 495076 1 6.97 554369 20.0
2-Pentanone, 4-hy... 5.22 4.5 ng 124390 1 6.97 554369 20.0
unknown6.75 6.75 100.0 ng 2772700 1 6.97 554369 20.0
1-Heneicosanol 13.97 8.7 ng 302718 5 14.16 694428 20.0
Hexacosane 14.29 2.6 ng 91730 5 14.16 694428 20.0
Heneicosane 14 .60 9.2 ng 317915 5 14.16 694428 20.0
Heptacosane 14.92 11.5 ng 399261 5 14.16 694428 20.0
Squalene 15.00 6.5 ng 129868 6 15.70 396343 20.0
n-Tetracosanol-1 15.31 3.1 ng 62016 6 15.70 396343 20.0
Hexasiloxane, tet... 15.40 2.4 ng 46763 6 15.70 396343 20.0
Heptasiloxane, he... 15.90 2.7 ng 53910 6 15.70 396343 20.0
Octacosane 16.14 25.5 ng 505800 6 15.70 396343 20.0
Eicosyl heptafluo... 16.21 2.4 ng 46992 6 15.70 396343 20.0
Cyclononasiloxane... 16.53 5.9 ng 117578 6 15.70 396343 20.0
Triacontane 16.68 11.8 ng 233100 6 15.70 396343 20.0
unknownl17.28 17.28 5.1 ng 101278 6 15.70 396343 20.0
unknown18.19 18.19 6.8 ng 134874 6 15.70 396343 20.0
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