LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 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-BF073018.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 5.178 480 483 495 rBV 137445 226610 5.75% 0.784%
2 5.601 551 555 577 rBV 273599 1091000 27.66% 3.774%
3 6.607 722 726 743 rBV 217843 836658 21.21% 2.894%
4 6.725 743 746 760 rBVY 1703136 2719087 68.94% 9.406%
5 6.954 781 785 791 rBV 344577 604781 15.33% 2.092%
6 7.001 791 793 800 rVB2 142346 239051 6.06% 0.827%
7 7.101 807 810 834 rVB 2034153 2824157 71.60% 9.770%
8 7.337 847 850 854 rBV 43296 53411 1.35% 0.185%
9 7.519 878 881 895 rBVY 1127805 2119373 53.73% 7.332%
10 7.678 905 908 915 rVB2 91975 137060 3.47% 0.474%
11 7.760 919 922 927 rVB 63279 67670 1.72% 0.234%
12 8.101 977 980 983 rVB 51908 58563 1.48% 0.203%
13 8.142 983 987 994 rBVS 26165 58555 1.48% 0.203%
14 8.231 998 1002 1011 rBV 720544 1260989 31.97% 4.362%
15 8.325 1016 1018 1021 rvv4 61522 76492 1.94% 0.265%
16 8.360 1021 1024 1028 rvv2 62024 85547 2.17% 0.296%
17 8.442 1028 1038 1042 rVvVv3 67095 230863 5.85% 0.799%
18 8.525 1049 1052 1056 rBV 57776 73640 1.87% 0.255%
19 8.707 1081 1083 1089 rVB6 49571 70696 1.79% 0.245%
20 8.766 1090 1093 1097 rvv2 32809 42022 1.07% 0.145%

21 8.872 1108 1111 1115 rBV2 105986 116958 2.97% 0.405%
22 8.931 1115 1121 1124 rBV2 148299 251136 6.37% 0.869%
23 9.172 1159 1162 1170 rBv4 155336 235761 5.98% 0.816%
24 9.254 1170 1176 1179 rBV2 115869 179604 4 _55% 0.621%
25 9.307 1180 1185 1193 rBV 3301991 3944371 100.00% 13.645%

26 9.701 1249 1252 1258 rVB 225615 235890 5.98% 0.816%
27 9.989 1294 1301 1309 rBV3 1318381 1822550 46.21% 6.305%
28 10.789 1434 1437 1448 rBV 1600440 2231188 56.57% 7.718%
29 11.348 1529 1532 1537 rBV 270520 286806 7.27% 0.992%
30 11.489 1553 1556 1566 rVB 729756 916766 23.24% 3.171%

31 12.001 1641 1643 1651 rVB2 313552 366925 9.30% 1.269%
32 12.736 1766 1768 1773 rVB 320347 263257 6.67% 0.911%
33 12.783 1774 1776 1781 rVB 247973 265332 6.73% 0.918%
34 13.071 1821 1825 1839 rVB 2443871 2898634 73.49% 10.027%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 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\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.948 1972 1974 1979 rVB2 151312 172606 4._.38% 0.597%

36 14.142 2004 2007 2020 rVB 576405 765584 19.41% 2.648%
37 14.965 2144 2147 2152 rVB 101517 110877 2.81% 0.384%

38 15.236 2190 2193 2197 rVB 75248 94133 2.39% 0.326%

39 15.677 2263 2268 2279 rVB 419988 787770 19.97% 2.725%

40 16.089 2335 2338 2345 rVB 53715 85090 2.16% 0.294%
Sum of corrected areas: 28907463
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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: BF107944.D
3500000

3000000

2500000

7.10
2000000
6.72

1500000
7.52

1000000
500000 6.95

5.60 6.61]
5.18 ; 7.6876
. N 7.34

I

I T T I
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: BF107944.D
3500000 9|31

13.07
3000000

2500000 10.79
2000000

1500000

1000000 8.23

500000 9.47
6c101\ 22858652 3.7 A5 v

[T I I R T T I
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BF107944.D
3500000

o

-
13.00

3000000
2500000
2000000
1500000

1000000 14.14

13.95
500000

14.97
15.24 16.09

O r———
Time--> 13.50

— T T T
18.00

L T
14.50 15.00

T I I
15.50 16.00 16.50 17.00 17.50

L
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 7.49 ng 226610 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 1,2-Butanediol 90 C4H1002 000584-03-2 25

Abundance Scan 483 (5.178 min): BF107944.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
ot 480 500 520 540 5.60
83.0 : : : : :
0..“...“...“..Nﬁ..?&%!I“...“...“n..“..:i...“ m/z 59.00 65.67%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 500 520 540 5.60
m/z 101.10 18.18%
31|.o 830 g30 1010
ottt e e e e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 5.00 520 5.40 5.60
5000 m/z 58.00 16.12%
41.0
29.0 101.0
0 Wy 1Ll 800 73.0  86.0 \
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R A R
59.0 480 5.00 520 5.40 5.60
m/z 41.00 8.48%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘\ \‘ 510“‘ . . 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60

8270-BF073018.M Mon Aug 06 16:56:47 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.72 Concentration Rank 2

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

6.72 89.92 ng 2719090 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 745 (6.719 min): BF107944.D (-743) (-) m/z 132.00 100.00%
13p.0
5000 68.0 h\\‘_
00 0 20 J 540 6k 6h0 760
0! B e e T m/z 68.00 44 .50%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
67.0

5000 T T e
6.40 6.60 6.80 7.00

m/z 134.00 32.42%

of : e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0

6.40 6.60 6.80 7.00

5000 m/z 66.00 31.45%
104.0
66.0
NI T o1 N T—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00

m/z 69.05 17.12%

74.0
116.0
5000 98.0
o aseoaseo
0...,....,....,....,”..,...., B I

m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 4 unknown7.68 Concentration Rank 14

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

7.68 2.17 ng 137060 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-hexanoic acid 130 C7H1402 1000365-65-4 47
2 Octanoic acid 144 C8H1602 000124-07-2 42
3 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 33
4 Hexanoic acid 116 C6H1202 000142-62-1 32
5 2-Butenoic acid, 4-hydroxy-, met... 116 C5H803 004508-99-0 27

Abundance Scan 908 (7.678 min): BF107944.D (-905) (-) m/z 60.00 100.00%
6d.0
87.0
43.0
5000
127.1 140. 7.40 7.60 7.80 8.00
o 140.0151.9 m/z 87.00 61.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13424: 3-Methyl-hexanoic acid
60.0
43.0
5000 U IR L I R
87.0 7.40 7.60 7.80 8.00
0 m/z 43.00 52.48%
0 | || |ﬁ . 101.0 115.0 129.0
m/z--> fo 25 35 Jo 55 60 fo 85 95 160 1io 120 130 150 1%0 '
Abundance #20840: Octanoic acid
60.0
720 TR 7k 7o ah
5000 43.0 m/z 41.00 46 .62%
29.0 85.0 1010 50
obr 159 Ml b [T 1200 1440
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8127: Pentanoic acid, 3-methyl- BN EEEEEEE
60.0 7.40 7.60 7.80 8.00
m/z 55.00 33.68%
5000
41.0
29.0 87.0
oL 150 | \“H \\‘\ 3.0 101.0 117.0
m/z--> 1'0 2'0 3'0 4'0 5'0 60 7'0 8|0 9'0 1(')0 11'0 12'0 1:'30 14'10 1&1,0 ' 7.'40 7.530 7.|80 8.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Ethanol, 2-phenoxy- Concentration Rank 10

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

8.44 3.66 ng 230863 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-phenoxv- 138 C8H1002 000122-99-6 94
2 8-Azabicvclol3.2_1loct-6-en-3-ol... 139 C8H13NO 054725-49-4 47
3 Butanoic acid. 4-phenoxv- 180 C10H1203 006303-58-8 47
4 Phenol 94 C6H60 000108-95-2 46
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 40

Abundance Scan 1038 (8.442 min): BF107944.D (-1028) (-) m/z 94.00 100.00%
94.0
5000
77.0 138.0
510 1111 IIIIIIIIIIII IIIIIII
g 1560 8.20 840 8.60 8.80

0 T VORI I\ L m/z 76.95 32.76%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17281: Ethanol, 2-phenoxy-
94.0

5000 e e = o
77.0 138.0 8.20 8.40 8.60 8.80

m/z 138.00 31.36%

27.0 ' ‘ ‘
obtse A bl L Lo |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17869: 8-Azabicyclo[3.2.1]oct-6-en-3-ol, 8-methyl-
94.0

8.20 8.40 8.60 8.80

5000 m/z 95.00 23.75%
42.0
660 800 | 122.0 139.0
o} M| Y PR S N v s S —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45138: Butanoic acid, 4-phenoxy- N BREmEEES
94.0 8.20 8.40 8.60 8.80

m/z 51.00 16.52%

5000

77.0
0 51\'0 TR M | 120.0 180.0
T T e s N ma e e

m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown8.93 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.93 3.98 ng 251136 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-MethvIlnonanoic acid 172 C10H2002 045019-28-1 47
2 Carbonic acid. 2.2.2-trichloroet... 262 C8H13CI1303 1000357-89-3 38
3 Carbonic acid. 2-chloroethvl neo... 194 C8H15CI03 1000357-87-7 25
4 Sulfurous acid. 2-ethvlhexvl iso... 250 C12H2603S 1000309-18-7 22
5 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 16
Abundance Scan 1121 (8.931 min): BF107944.D (-1115) (-) m/z 57.00 100.00%
57.0
73.0
5000 410
113.1 S RS R L
971 143.1 860 880 9.00 9.20
0! L m/z 55.00 62 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39489: 4-Methylnonanoic acid
57.0

73.0

5000

8.60 8.80 900 9.20
m/z 73.00 61.64%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #112741: Carbonic acid, 2,2,2-trichloroethyl neopentyl ester
57.0
R et M
8.60 8.80 9.00 9.20
5000 m/z 41.00 51.86%
41.0
78.0 117.0
ooy T R A0
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #56775: Carbonic acid, 2-chloroethyl neopentyl ester I e R Emma T
57.0 8.60 8.80 9.00 9.20
m/z 43.00 45 _29%
5000
a0 | 780 139.0
A O X2 ] 179.0
0...,”..,..”,....“...,.”.,....“...,.”. S M
m/z--> 20 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown9.17 Concentration Rank 12

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

9.17 2.59 ng 235761 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dimethvl-1.5-hexadien-3-o0l 126 C8H140 017123-63-6 43
2 Cvclohexene. 3-(1-methvlethvl)- 124 C9H16 003983-08-2 25
3 Cvclohexene.3-propvl- 124 C9H16 003983-06-0 22
4 3-Hexanone. 2.5-dimethvl-4-nitro- 173 C8H15N03 059906-54-6 22
5 Bicyclo[2.2.2]oct-5-en-2-yldimet... 151 C10H17N 033162-94-6 22

Abundance Scan 1162 (9.172 min): BF107944.D (-1159) (-) m/z 43.00 100.00%
43.0 0
5000
111.1 N —
1251 1451 173.0 8.80 9.00 9.20 9.40 9.60
0 m/z 71.00 94 .91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11434: 2,5-Dimethyl-1,5-hexadien-3-ol
71.0
43.0
5000 RS SR RS R
8.80 9.00 9.20 9.40 9.60
270 sho 030 111.0 m/z 81.00 83.55%
0 IW“'U'l'!'w""l""|"”|"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10710: Cyclohexene, 3-(1-methylethyl)-
81.0
8.80 9.00 9.20 940 9.60
5000 m/z 55.00 57.80%
27.0 o 67.0
. 109.0 124.0
0 |||||‘|‘| '|' .‘EM.‘l s o Iglwl\ol : .‘. . l e
m/z--> 20 40 80 100 120 140 160 180
Abundance #10647: Cyclohexene,3-propy!- R B e
81.0 8.80 9.00 9.20 9.40 9.60
m/z 41.00 52.54%
5000
410 670
27.0 9.0 124.0
0"'l'b"|”'M|”l'NV"Mlyppwl"'l"”|""|" NSNS R
m/z--> 20 40 80 100 120 140 160 180 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.35 6.26 ng 286806 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
2 Heptacosane 380 C27H56 000593-49-7 83
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 74
4 Nonadecane 268 C19H40 000629-92-5 64
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
Abundance Scan 1532 (11.348 min): BF107944.D (-1529) (-) m/z 57.00 100.00%
57.0
5000
85.1
13 11.00 1120 11.40 11.60
41.1
ol l AL 41 69120112382 2771 | m/z 71.10 67.26%
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
57.0
5000 LRI RN B UV
85.0 11.00 11.20 11.40 11.60
zgﬁ 13 m/z 43.00 45_96%
N r’l41? 18302110 25302820
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
11.00 1120 11.40 11.60
5000 m/z 85.10 35.25%
85.0
0 290{ | | f13-0141.0160.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #83031: Tridecane, 5-propyl- L B o
57.0 11.00 11.20 11.40 11.60
m/z 41.00 24 .50%
5000
85.0
ol L) MB0%m0 1830 60
m/z--> 50 100 150 200 250 300 350 1100 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.00 8.00 ng 366925 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1643 (12.001 min): BF107944.D (-1641) (-) m/z 73.00 100.00%
430 | 730
5000
129.1
o ma 232, 1160 11180 1200 12,20 12,40
ol 2% 2 L 1A83 m/z 60.00  97.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR AR R R BN
83.0 11.60 11.80 12.00 12.20 12.40
J‘“ 1570 1500 2130 2560 m/z 55.00 83.44%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 M/K”*mk“bkwAJ\“*ﬂwwwWﬂﬁun
Abundance #84452: Tetradecanoic acid
73.0
43.0 LN ISR AU SUNIL B

11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 43.00 82.31%
0 15.0 b‘uv W

0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid B BEE e e
430 | 730 11.60 11.80 12.00 12.20 12.40
m/z 57.00 79 .85%
5000 129.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl2.74 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.74 5.74 ng 263257 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-tert-Butoxv-2-ethoxvethane 146 C8H1802 051422-54-9 43
2 2-T2-T2-T2-T2-T2-(2-Methoxvethox... 340 C15H3208 1000352-04-1 38
3 Propanoic acid. 3.3"-thiobis-. d... 290 C14H2604S 006975-31-1 38
4 Di-sec-butvl ether 130 C8H180 006863-58-7 38
5 Butyl 2,5,8,11,14,17,20-heptaoxa... 410 C19H3809 1000366-81-9 35
Abundance Scan 1769 (12.742 min): BF107944.D (-1766) (-) m/z 57.00 100.00%
51.0
103.1
5000
145.1 191.1 12.40 12.60 12.80 13.00
0 238.2262.1 2903 m/z 45.00 69.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22114: 1-tert-Butoxy-2-ethoxyethane
51.0
5000 NSNS SRR
89.0 12.40 12.60 12.80 13.00
29.0 : m/z 103.10 69 .32%
||| 131.0
O bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #176344: 2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethoxy]e...
45.0
6.0 12.40 1260 12.80 13.00
5000 ' m/z 59.00 40.68%
133.0
ELXTI N A | 1770 2070 2530 2970
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #135871: Propanoic acid, 3,3-thiobis-, dibutyl ester e Lh BEman EES e
57.0 12.40 12.60 12.80 13.00
m/z 101.05 37.74%
1430 180
5000
2170 290.0
0.”,””,”.!””“l”“.ip.”.”.w”..”..”!.”..”..”..”w.”. S AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.78 5.79 ng 265332 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 1775 (12.777 min): BF107944.D (-1774) (-) m/z 60.00 100.00%

:

5000
12.40 12.60 12.80 13.00
Obprrris m/z 43.00 85.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 B o N R

12.40 12.60 12.80 13.00
m/z 73.00 84.68%

241.0 284.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43.0 73.0

5

12.40 12.60 12.80 13.00
5000 256.0 m/z 41.00 73.96%

Ll

213.0
157.0 185.0

F

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid R ma e AR
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.00 65.07%
5000 120.0 ”“AJLA”W\ANAJLMMMMJWﬂwLVW
185.0 228.0
97.0
J 170
O T 1T T T [T T T T T e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Behenic alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.95 4_.51 ng 172606 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 72
2 Cvclopentadecane 210 C15H30 000295-48-7 72
3 10-Heneicosene (c.t) 294 C21H42 095008-11-0 72
4 1-Eicosanol 298 C20H420 000629-96-9 72
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 64
Abundance Scan 1974 (13.948 min): BF107944.D (-1972) (-) m/z 55.00 100.00%
580
st M-\//\\%WWM
5000
o m/z 57.00 90.92%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55,0 83.0
5000 1110 T LR B TTT T TT T[T
13.60 13.80 14.00 14.20
m/z 43.00 79 .74%
o 270 }390}67019602240252028003080
m/z--> 50 150 200 250 300 350
Abundance #69583: Cyclopentadecane
55.0 83.0
210.0 RN BRI U
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 76 .85%
o L)L Lo, %
oA d eyt
m/z--> 50 100 150 200 250 300 350
Abundance #139793: 10-Heneicosene (c,t) A Ba T o
58.0 13.60 13.80 14.00 14.20
m/z 69.05 71.81%
2000 WAMMMWV““V%wVAwaﬂwan4~wa«
111.0
270 }} 139.0
0.‘.“.‘.“ \I\L \\ 1670| ——— Illzglfllollllll R RAREEREmamma
m/z--> 50 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.97 2.81 ng 110877 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl1l4H24 062951-96-6 81
3 Supraene 410 C30H50 007683-64-9 72
4 trans-Farnesol 222 C15H260 000106-28-5 53
5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 50
Abundance Scan 2148 (14.971 min): BF107944.D (-2144) (-) m/z 69.05 100.00%
69.0
5000
b L s 200 st g1 a7 12160 1480 15,00 16.20
ol 2ol L L ARTL A B N~ m/z 81.00 49.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L DA SUMR B B

14,60 14.80 15.00 15.20
m/z 95.10 19.15%

137.0
0 4L FO707 Y 191.0 231.0 273.0 341.0 410.0
e o L e
mz--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
.
14.60 14.80 15.00 15.20
5000 m/z 41.00 19.03%
29.0
123.0
A e
mz--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene B B
69.0 14.60 14.80 15.00 15.20
m/z 121.10 12.62%
5000
137.0
oL290 , | 107.0 | 1910 231.0 273.0 341.0 410.0
o T T T [ T P T T T .
mz--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.24 2.39 ng 94133 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 92
2 Docosane 310 C22H46 000629-97-0 53
3 Tridecane 184 C13H28 000629-50-5 53
4 Heneicosane 296 C21H44 000629-94-7 53
5 Pentacosane 352 C25H52 000629-99-2 49
Abundance Scan 2194 (15.242 min): BF107944.D (-2190) (-) m/z 57.00 100.00%
57.0
85.1
5000
J l 113.1 149.1 186.1 239.1 276.1°9%2 336.1 " 15.00 15,20 1540 15.60
ol il m/z 71.05 69.90%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 85.0 L BRI BN BRI B

15.00 15.20 15. 40 15. 60

9.0 m/z 43.00 60.87%
oL L J [70141.0169.0107.0905 0 254.0
e e
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57.0
T
15.00 15.20 15.40 15.60
5000 850 m/z 85.10 55.46%
29.0
oL 1301410 0169 0197.0225.0253.0281.0 310.0
T
m/z--> 50 100 150 200 250 300 350
Abundance #48832: Tridecane EEEE BRI
57.0 15.00 15.20 15.40 15.60
m/z 55.00 28 .49%
5000
29.0 85.0
H‘ | 11201410 1840
ob—A b b e MMM
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\
Data File : BF107944.D

Aca On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample : J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.09 2.16 ng 85090 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 76
3 Nonadecane 268 C19H40 000629-92-5 76
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 72
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 2338 (16.089 min): BF107944.D (-2335) (-) m/z 57.05 100.00%
57.0
5000
113-0139.9 168.1 212.1239.0 269.0295.1 326.0 15.80 16.00 16.20 16.40
0 m/z 71.10 76.34%
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
51.0
85.0
5000 R DA SUNILS SN SR
15.80 16.00 16.20 16.40
29.0 1150 m/z 43.00 52.12%
oL Ll i FP o010 200
m/z--> 50 100 150 200 250 300
Abundance #71393: Pentadecane
57.0
15,80 16.00 16.20 16.40
0
5000 85.0 m/z 85.10 46.15%
29.0
m/z--> 50 100 150 200 250 300
Abundance #117638: Nonadecane R EEEEE S
57.0 15.80 16.00 16.20 16.40
m/z 55.00 29.29%
5000 85.0
29.0
0 \‘ “ ‘\ | Il \J11?.0414:’L0\16.9'0197'0 225.0 26\80
m/z--> 50 100 150 200 250 300 ' 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080318\
Data File : BF107944.D

Acq On : 3 Aug 2018 18:11

Operator : JU/SJ

Sample - J4316-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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]
2-Pentanone, 4-hy... 5.18 7.5 ng 226610 1 6.95 604781 20.0
unknown6 .72 6.72 89.9 ng 2719090 1 6.95 604781 20.0
unknown? .68 7.68 2.2 ng 137060 2 8.23 1260990 20.0
Ethanol, 2-phenoxy- 8.44 3.7 ng 230863 2 8.23 1260990 20.0
unknown8.93 8.93 4.0 ng 251136 2 8.23 1260990 20.0
unknown9 .17 9.17 2.6 ng 235761 3 9.99 1822550 20.0
Hexadecane, 2,6,1... 11.35 6.3 ng 286806 4 11.49 916766 20.0
n-Hexadecanoic acid 12.00 8.0 ng 366925 4 11.49 916766 20.0
unknownl2.74 12.74 5.7 ng 263257 4 11.49 916766 20.0
Octadecanoic acid 12.78 5.8 ng 265332 4 11.49 916766 20.0
Behenic alcohol 13.95 4.5 ng 172606 5 14.14 765584 20.0
Squalene 14.97 2.8 ng 110877 6 15.68 787770 20.0
Octadecane 15.24 2.4 ng 94133 6 15.68 787770 20.0
Heptadecane 16.09 2.2 ng 85090 6 15.68 787770 20.0
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