LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.146 5 10 16 rVB 255083 332256 9.74% 1.071%
2 5.110 512 514 525 rVB 83404 108445 3.18% 0.350%
3 5.504 576 581 594 rBVY 3313968 3410092 100.00% 10.996%
4 6.516 748 753 768 rBVY 2901043 3298837 96.74% 10.637%
5 6.645 771 775 779 rBVY 3158923 3249999 95.31% 10.480%
6 6.875 810 814 822 rBVY 1129089 923184 27.07% 2.977%
7 7.034 836 841 844 rBV 2669962 2582573 75.73% 8.328%
8 7.439 905 910 913 rBVY 2164985 2133951 62.58% 6.881%
9 8.157 1028 1032 1051 rVvB 1336416 1246700 36.56% 4._.020%
10 8.651 1113 1116 1119 rVB 73112 57100 1.67% 0.184%

11 9.233 1210 1215 1218 rBV 3442166 3245947 95.19% 10.467%
12 9.569 1267 1272 1276 rVB 492258 469259 13.76% 1.513%
13 9.622 1276 1281 1289 rBV 322859 314667 9.23% 1.015%
14 9.775 1304 1307 1312 rBV 51278 49593 1.45% 0.160%
15 9.833 1312 1317 1320 rBV 91394 85031 2.49% 0.274%

16 9.916 1327 1331 1335 rBV 1287013 1128533 33.09% 3.639%
17 10.304 1394 1397 1399 rBvV 75615 62025 1.82% 0.200%
18 10.327 1399 1401 1405 rVvVv 121467 107257 3.15% 0.346%
19 10.386 1405 1411 1414 rVB 332200 297911 8.74% 0.961%
20 10.551 1433 1439 1441 rBV 39108 48298 1.42% 0.156%

21 10.710 1462 1466 1475 rBV 1437133 1472087 43.17% 4.747%
22 10.804 1479 1482 1492 rVB 136007 157678 4.62% 0.508%
23 10.998 1510 1515 1519 rBv4 25199 42364 1.24% 0.137%
24 11.251 1555 1558 1561 rBV 83029 72479 2.13% 0.234%
25 11.404 1581 1584 1587 rBV 918158 896184 26.28% 2.890%

26 11.427 1587 1588 1595 rVvVv 175042 147727 4_.33% 0.476%

27 11.486 1595 1598 1602 rVvVv 32185 35151 1.03% 0.113%
28 11.616 1617 1620 1626 rBV5 27990 35013 1.03% 0.113%
29 11.680 1628 1631 1637 rVB 73167 66338 1.95% 0.214%
30 11.780 1645 1648 1651 rBV 71151 59355 1.74% 0.191%
31 11.916 1667 1671 1673 rBV2 50464 66989 1.96% 0.216%
32 11.939 1673 1675 1679 rVB2 55878 50506 1.48% 0.163%
33 11.986 1679 1683 1685 rBV2 31132 38855 1.14% 0.125%
34 12.021 1686 1689 1691 rBV2 54892 53425 1.57% 0.172%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.086 1698 1700 1703 rBV 67981 57823 1.70% 0.186%
36 12.433 1756 1759 1761 rBV 83402 70844 2.08% 0.228%

37 12.469 1761 1765 1767 rVV3 133677 179956 5.28% 0.580%
38 12.492 1767 1769 1772 rVvVv3 135500 130893 3.84% 0.422%
39 12.551 1775 1779 1781 rBvV4 25392 34306 1.01% 0.111%
40 12.574 1781 1783 1788 rVB 41707 39263 1.15% 0.127%

41 12.621 1788 1791 1795 rBVY 196497 184525 5.41% 0.595%
42 12.851 1825 1830 1833 rBVY 194544 239469 7.02% 0.772%

43 12.904 1837 1839 1842 rVB 39222 40631 1.19% 0.131%
44 12.992 1849 1854 1857 rBV 2247645 2105490 61.74% 6.789%
45 13.074 1864 1868 1872 rBV5 27911 54424 1.60% 0.175%
46 13.286 1902 1904 1908 rVB2 45238 40981 1.20% 0.132%

47 13.868 2000 2003 2007 rBV2 168261 188221 5.52% 0.607%
48 14.057 2031 2035 2038 rBV 783602 793500 23.27% 2 .559%
49 15.562 2287 2291 2299 rVB 395858 505755 14.83% 1.631%

Sum of corrected areas: 31011890
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

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

Abundance TIC: BF103269.D
5,50 6.65

3000000 6.52
7.03

2500000
7.44

2000000

1500000
6.87
1000000

500000
.15

511

P e

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: BF103269.D
923

3000000
2500000 12.99
2000000

10.71
1500000{ g1 9.9

1000000 11.40

500000 %L, 10.39
oo | [ sBesornnah

A
L

Lo M AN A

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103269.D

3000000

2500000

2000000

1500000

1000000 14.06
15.56

5000001 13.87

e

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.15 7.20 ng 332256 1,4-Dichlorobenzene-d4 6.87
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 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 Butanoic acid. 2-hvdroxv-2-methy... 132 C6H1203 032793-34-3 28
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 11 (2.152 min): BF103269.D (-5) (-) m/z 72.95 100.00%
7B
5000 43
55 87
o5 97 105 2.20 2.30 2.40 2.50 2.60
O el 85 97 105 Tnzz 43.00  39.00%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
2.20 2.30 2.40 2.50 2.60
5 87 m/z 55.00 29.27%
0 L \‘ |l 80
'”I”'W'“'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 0 10 20 30 70 80 90 100 110
Abundance
73
- 87 1220 2.30 2.40 250 2.60
5000 m/z 87.00 23.71%
29
15 97
G R R R AR UL RS AR AR RS LRSS RAARS RAR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1995: Silane, tetramethyl- e A aaas mas
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.33%
5000
43
oL 2 1 29 35 [| 536066 |, 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.11 2.35 ng 108445 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 42
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
5 3-Octanol 130 C8H180 000589-98-0 36

Abundance Scan 514 (5.110 min): BF103269.D (-512) (-) m/z 43.00 100.00%
43
59
5000
101 4.80 500 520 5.40
83 : : : :
o...,....I,'I...~!~|i....,-....',|....,....,....,....,....,2197.. m/z 59.00 61.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR UL LN UL A
59 480 500 520 540
m/z 101.00 17.76%
31 ‘ g3 101
O e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 m/z 58.00 17.30%
43
- a3 101
0'}?P"'I"”I'7}'P"'I”"I"”I"'W""I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59 480 500 520 5.40
m/z 41.00 10.76%
5000
41
0"'|JM'hh"WV'Z%|?§'w""|"“|""|“"|"“|"" IR UL LR UL A
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.65 Concentration Rank 1

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

6.65 70.41 ng 3250000 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 776 (6.651 min): BF103269.D (-771) (-) m/z 132.00 100.00%
5000 68
40 | % ‘ " 640 6.60 6.80 7.00
54 75 104 : . .
o NN i - Y0 AR -/ A Ml - N m/z 68.00 37.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS R R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.89%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.75%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole N mmmams e

132 6.40 6.60 6.80 7.00
m/z 69.00 14 _.47%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 Cycloheptasiloxane, tetrade... Concentration Rank 3

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

9.57 8.32 ng 469259 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptasiloxane. tetradecamet... 518 C14H4207Si7 000107-50-6 91
2 Pentasiloxane. dodecamethvl- 384 C12H3604Si5 000141-63-9 45
3 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 42
4 Ethanedioic acid. bis(trimethvls... 234 C8H1804Si2 018294-04-7 32
5 Butanoic acid, 2-[(trimethylsily... 248 C10H2403Si2 055133-93-2 32

Abundance Scan 1272 (9.569 min): BF103269.D (-1267) (-) m/z 73.00 100.00%
7B
5000 147
281
327 920 940 9.60 9.80
45 221 415 . . . .
obyd 107, | tenFrost o | 383D 503 |l T147.00  48.41%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #236968: Cycloheptasiloxane, tetradecamethyl-
73 281
147
A
5000 SRR SR
327 415 503 920 9.40 9.60 9.80
L m/z 281.00 34 .28%
oL 45 | U7 | 191 | 249 | 35533 473 |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73 147 281
920 940 9.60 9.80
5000 m/z 326.90 14 .87%
369
207
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #204095: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trim... s L R
7B 147 9.20 9.40 9.60 9.80
m/z 282.00 9.58%
281
5000
369
o ° 117 | 17727 249 | 310338 |
m/z--> 5'0 100 150 200 251;0 300 350 400 450 500 920 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 unknownl10.39 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.39 5.28ng 207911  Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Pentasiloxane. dodecamethvl- 384 C12H3604Si5  000141-63-9 35

2 3-Isopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 23

3 Benzeneethanamine. N-T(pentafluo... 563 C24H34F5N03Si1i3 055429-13-5 22
N-(Trifluoroacetyl)-N.0.0".0""-t... 553 C22H42F3N04Si4 1000072-26-7 16

5 Phenethylamine, N-methyl-_beta.,... 399 C18H37N03Si3 010538-85-9 12

Abundance Scan 1412 (10.392 min): BF103269.D (-1405) (-) m/z 73.00 100.00%
73
355
147
5000 221
2 a0t SN | U
327 10.00 10.20 10.40 10.60 10.80
45 117 191 | 249
Obrrtpt bbb b b e e m/z 355.00 64.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204091: Pentasiloxane, dodecamethy!-
73 147 281
5000 LA L L L L LI L LB
369 10.00 10.20 10.40 10.60 10.80
m/z 147.00 52.30%
207
45 117 177 ‘ 249 ‘
0 SR £ et W NS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
R e  EREE S e R
10.00 10.20 10.40 10.60 10.80
5000 m/z 221.10 41 .98%
147
43
221 281
o 327 415 519 561
T T T T T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239778: Benzeneethanamine, N-[(pentafluorophenyl)methylen... L s e
73 355 10.00 10.20 10.40 10.60 10.80
m/z 281.00 32.18%
5000
45
0 117147179207 251281 386 429458 548
R I e o o e o e RN EE s o s R RN R RN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10 00 10. 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.80 3.52 ng 157678 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tritetracontane 605 C43H88 007098-21-7 86
Abundance Scan 1481 (10.798 min): BF103269.D (-1479) (-) m/z 57.00 100.00%
57
5000 a5 ]
P 10140 10/60 10/80 11,00 1120
ol s m/z 43.00 65.52%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 AR UL SULRULE UL I
85 1040 10.60 10.80 11.00 11.20

m/z 71.00 53.79%

29
0 | || M8 141 169 197 225 253 281 323 351 380
] ....,....,....,.... e
miz--> 50 100 150 200 250 300 350
Abundance
57
e e el
10.40 10.60 10.80 11.00 11.20
5000 o m/z 85.00 36.19%
29
o 113 141 169 197 225 253 281 309 338
e e e A B
miz--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane B e B
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 32.00%
5000 85
29
0 1l | L 113‘ 141 169 198
A e e e
miz--> 50 100 150 200 250 300 350 10.40 1060 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 3,4-Octadiene, 7-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.47 4.02 ng 179956 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 86
2 1-Hexadecvne 222 C16H30 000629-74-3 83
3 Bicvclol2.2.2loctane. 2-methvl- 124 C9H16 000766-53-0 62
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 52
5 11-Hexadecynal 236 C16H280 086426-73-5 50

Abundance Scan 1765 (12.469 min): BF103269.D (-1761) (-) m/z 67.00 100.00%

g7 81
5000
206

191 S R
123136 150164 178 12:20 12.40 12.60 12.80

(o} m/z 81.00 80.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10664: 3,4-Octadiene, 7-methyl-
41 &7
81

5000 95 AR AR BB R
12 20 12. 40 12 60 12. 80
109 m/z 55.00 59.37%
124
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
81
43 67 L UL UL UL UL
12.20 12.40 12.60 12.80
5000 95 m/z 95.05 48.73%
29
109
oh 25 I M AL A b L) 120337 a52mesar0n08207 222
m/z--> 2IO 4I0 6I0 8IO lCI)O léO 14I10 160 180 200 220 2210 ZéO
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl- AR EEEEEEEEE
7 81 95 12.20 12.40 12.60 12.80
um124 m/z 53.95 47 .81%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 unknownl2.49 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.49 2.92 ng 130893 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Octadecvnoic acid. methvl ester 294 C19H3402 1000333-54-0 38
2 Benzene. 1.1"-(1l-cvclobutene-1.2... 206 C16H14 003306-02-3 35
3 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 30
4 4-0xo0-.beta.-damascone 206 C13H1802 053398-08-6 25
5 4H-1-Benzopyran-4-one, 5-hydroxy... 206 C11H1004 000480-34-2 25
Abundance Scan 1769 (12.492 min): BF103269.D (-1767) (-) m/z 55.00 100.00%

5000

12.20 12.40 12.60 12.80

0 m/z 69.00 68.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139694: 17-Octadecynoic acid, methyl ester
55 74

5000 LA L L L L LB LB
12.20 12.40 12.60 12.80
m/z 74.00 64.46%
3
0l.15 135150 167 191 220237 263279294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
206
91
12.20 12.40 12.60 12.80
5000 m/z 41.00 64.28%
128 191
> 76 165
o 26 113 150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66266: Phenanthrene, 3,6-dimethyl- I EAmEmEEE RS
206 12.20 12.40 12.60 12.80
m/z 206.10  59.58%
5000 191
76 102
oL 27 51 P || 126 150165 I
A L i RARARRERSaEEEEs nasa R S
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\BF022718\
Data File : BF103269.D

Aca On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample : J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 10 Trichloroacetic acid, tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.74 ng 188221 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 90
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 87
4 1-Docosene 308 C22H44 001599-67-3 87
5 1-Octadecene 252 C18H36 000112-88-9 86
Abundance Scan 2003 (13.868 min): BF103269.D (-2000) (-) m/z 57.00 100.00%
57
83
5000 4
140 230 | 13.60 13.80 14.00 14.20
156 198 251 : : : :
A 172 e T m/z 55.00 92.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43
83
5000 SR AR SUNRIUE SR SR
13.60 13.80 14.00 14.20
) m/z 43.00 76.25%
139 168 196 241
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 57
83 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 m/z 83.00 73.24%
111
ol 25 139 167 196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #194133: Dichloroacetic acid, heptadecyl ester R EEEEE RS
57 8 13.60 13.80 14.00 14.20
m/z 97.00 69.38%
4
o 23 01 139 168 191210 238 266 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
Data File : BF103269.D

Acq On : 27 Feb 2018 18:02

Operator : SJ/JU

Sample - J1697-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.15 7.2 ng 332256 1 6.87 923184 20.0
2-Pentanone, 4-hy... 5.11 2.4 ng 108445 1 6.87 923184 20.0
unknown6 .65 6.65 70.4 ng 3250000 1 6.87 923184 20.0
Cycloheptasiloxan. .. 9.57 8.3 ng 469259 3 9.92 1128530 20.0
unknown10.39 10.39 5.3 ng 297911 3 9.92 1128530 20.0
Heptacosane 10.80 3.5 ng 157678 4 11.40 896184 20.0
3,4-Octadiene, 7-... 12.47 4.0 ng 179956 4 11.40 896184 20.0
unknownl12 .49 12.49 2.9 ng 130893 4 11.40 896184 20.0
Trichloroacetic a... 13.87 4.7 ng 188221 5 14.06 793500 20.0
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