LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J4930-12 0&31&HP£F{>S
isc :

ALS Vial : 27 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-BF091418 .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 4.901 433 436 446 rVB 105462 115034 3.46% 0.489%
2 5.331 504 509 512 rBVY 1044037 1011492 30.39% 4 .304%
3 6.348 679 682 691 rBVY2 760539 737655 22.16% 3.138%
4 6.489 702 706 709 rBVY 2187643 1797037 53.99% 7.646%
5 6.719 742 745 749 rBV 809667 717302 21.55% 3.052%
6 6.878 768 772 776 rBVY 2719166 2498586 75.07% 10.631%
7 7.284 836 841 844 rBVY 2219449 2005865 60.27% 8.534%
8 8.001 960 963 967 rBY 1008330 808657 24.30% 3.441%
9 9.078 1142 1146 1150 rBV 3448181 3328177 100.00% 14.160%
10 9.472 1209 1213 1224 rVB 254571 208477 6.26% 0.887%

11 9.754 1257 1261 1267 rVB 915522 803969 24.16% 3.421%
12 10.536 1390 1394 1404 rBV 1485689 1250883 37.58% 5.322%
13 11.230 1508 1512 1515 rBV 856113 701607 21.08% 2.985%

14 12.648 1749 1753 1756 rVB2 92493 80851 2.43% 0.344%
15 12.701 1759 1762 1764 rVvV 48143 45782 1.38% 0.195%
16 12.724 1764 1766 1770 rVB 72587 54577 1.64% 0.232%
17 12.813 1777 1781 1784 rBV 3291866 3170220 95.25% 13.488%
18 13.060 1820 1823 1826 rVB 85246 69874 2.10% 0.297%
19 13.277 1857 1860 1862 rBV3 49406 48221 1.45% 0.205%
20 13.348 1870 1872 1875 rBV 76267 67516 2.03% 0.287%

21 13.401 1878 1881 1883 rBV 126495 113762 3.42% 0.484%
22 13.724 1932 1936 1942 rBV 231827 217837 6.55% 0.927%
23 13.854 1954 1958 1962 rBV 972893 865885 26.02% 3.684%
24 14.042 1985 1990 1993 rBV 254386 251569 7.56% 1.070%
25 14.342 2038 2041 2045 rBV 265267 255607 7.68% 1.088%

26 14.642 2088 2092 2097 rVB 290852 288951 8.68% 1.229%
27 14.707 2100 2103 2108 rVB 214601 205591 6.18% 0.875%
28 14.959 2142 2146 2150 rVB 264952 288827 8.68% 1.229%
29 15.259 2193 2197 2202 rVV 592970 675295 20.29% 2.873%
30 15.312 2202 2206 2214 rVB 238041 297856 8.95% 1.267%

31 15.718 2270 2275 2282 rBV 167482 241095 7.24% 1.026%

32 16.189 2347 2355 2361 rVB3 91542 200506 6.02% 0.853%
33 17.183 2519 2524 2535 rBV3 28514 79011 2.37% 0.336%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

ﬁ?ggle i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 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

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 23503574
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

ﬁ?ggle i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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: BF109117.D

3000000
6.88

2500000
6.49 7.28

2000000
1500000
5.33
1000000 6.72

500000

4.90
O I B e S S S -
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: BF109117.D

3000000
2500000

2000000

1500000 10.54

1000000 8,00 9.75 11.23

500000 9.47
- gy 130013

[T T
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: BF109117.D

3000000
2500000
2000000

1500000

1000000 13.85

15.26

5000000 ool 1404 1434 14841 1496 1531 o,
16.19 17.18

O==r=r—=
Time--> 13.50

T T
17.50 18.00

L T
14.50 15.00

T I
15.50 16.00 16.50 17.00

T
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

ﬁ?ggle i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 12

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

4.90 3.21 ng 115034 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 436 (4.901 min): BF109117.D (-433) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 USRS SRR RN
| 83.1 4.60 4.80 5.00 5.20
o) SRSV 1 PSMBSCSEROY ' EOSSSEESASSSAS S SRSV M m/z 59.00 53.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 USRS SRREE LN AR
4.60 4.80 5.00 5.20
59.0 m/z 101.00 19.57%
270 || 830 101.0
Ot ?}3q"'|" §?]q ARRRE '?}3q IBESRRBEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 4.80 500 520
5000 m/z 58.10 14 .45%
20.0 101.0
ol B0 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e e
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.20%
5000
101.0
o 180 30 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

ﬁ?ggle i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 2

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

6.49 50.11 ng 1797040 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 706 (6.489 min): BF109117.D (-702) (-) m/z 132.00 100.00%
132.0
5000 68.1
RS R R
6.20 6.40 6.60 6.80
0 B E e m/z 68.10 42 .26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL U R A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.94%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TS50 ok ko ko
5000 ggo 1160 m/z 66.00 27.03%
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.16%
5000
104.0
oL 380 510 %7780 010 | 110 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

Sample : J4930-12

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
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 Octadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.40 2.63 ng 113762 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 91
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 81

Abundance Scan 1881 (13.401 min): BF109117.D (-1878) (-) m/z 57.10 100.00%
57.1
85.0
5000
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
113.1 13.00 13.20 13.40 13.60 13.80
141 2 169 1
- |,| L ol %10 3000 o 91.10 0 70.89%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000
85.0 13.00 13.20 13.40 13.60 13.80
29.0 m/z 43.05 63.96%
ol a 11301410 0169.0197.0225,0254.0
m/z--> §o 160 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo-
57.0
13.00 13.20 13.40 13.60 13.80
5000 85.0 m/z 85.05 55.93%
29.0
113.0
ok, .\‘. O - O
m/z--> 50 100 150 200 250 300 350 L“~_~
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0 13.00 13.20 13.40 13.60 13.80
m/z 41.10 22 .91%
5000 85.0
0 yLL ﬁ?ﬂ@ 183.0211.0239.0267.0 296.0 LM
m/z--> % ﬁo 1% ﬁo 250 mo 3% Bmmmmmmmwm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

ﬁ?ggle i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.03 ng 217837 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 1935 (13.718 min): BF109117.D (-1932) (-) m/z 57.05 100.00%
57.0
5000
97.0
‘ h 1271 1831 13.40 13.60 13.80 14.00
Ol ki m/z 43.05 70.22%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LR BN SRR BB SRR

13.40 13.60 13.80 14.00
m/z 71.05 66.10%

99.0
o |.| Iy 410 1830 225.0 267.0 3090  367.0
el I e e LA B i o
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
13.40 13.60 13.80 14.00
5000 m/z 85.10 44 .57%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
o e e L e o e e B I L e o B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0 13.40 13.60 13.80 14.00
m/z 55.10 34.31%
5000
99.0
OZﬂQ ]I L] 1M0‘1%0 225.0254.0
L o o e e T A e o B A B e o B I B o R A
m/z--> 50 100 150 200 250 300 350 13 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

ﬁ?ggle i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .04 5.81 ng 251569 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 1990 (14.042 min): BF109117.D (-1985) (-) m/z 57.10 100.00%

57.1
e M/\J L/\A

99.1 TIT T[T T T T[T T I T [ TT T T [TTT
13.80 14.00 14.20 14.40
411 1831
oL L] .J-.l|, Lty j831 2392 2811 m/z 71.10 75.49%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane m
57.0

5000
13180 14,00 14,20 14.40
99.0 m/z 43.05 67.47%

Ozmlljijmlmonmzmw%o
I B T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane

57.0

13.80 14. 00 14. 20 14.40

5000 m/z 85.05 55.17%
99.0
o 2700 | |l 1y 1410 1830 2250 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350 LJ\
Abundance #194493:; Hexacosane
57.0 13 80 14.00 14.20 14.40

m/z 41.10 24 .49%

5000
99.0 L
Cl Ll ]y 2410 1830 2250 267.0 309.0  367.0

oyt T e BN s

m/z--> 50 100 150 200 250 300 350 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

ﬁ?ggle i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.64 8.56 ng 288951 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2092 (14.642 min): BF109117.D (-2088) (-) m/z 57.05 100.00%
57.0
5000
%0 "' 14.40 14.60 14.80 15.00
141.1 : : : .
ol | , A ll L. 832 2252 2950 3812 | nyz 71.10 75.36%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LRI B B BULEL B
mmmmmmmm
99.0 m/z 43.10 63.35%
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 #194493: Hexacosane
57.0
"' 1440 14.60 14.80 15.00
5000 m/z 85.05 58.14%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #141426: Heneicosane T T T e
57.0 14. 40 14 60 14.80 15.00
m/z 55.10 24 .24Y%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 1440 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

ﬁ?ggle i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.71 6.09 ng 205591 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 86
2 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 83
3 Saualene 410 C30H50 000111-02-4 80
4 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 72
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 64
Abundance Scan 2104 (14.712 min): BF109117.D (-2100) (-) m/z 69.10 100.00%
69.1
5000 vaj\w-_--AJ
e e e
07.1137:1 14.40 14.60 14.80 15.00
oL, ?g.lo by P00 1891 2811 2732 %672 778105 51.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0 “~¢Mﬁﬂvwmj
5000 R DA BN SULRILS BN
14.40 14.60 14.80 15.00
3 o m/z 41.05 22.12%
0 29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
14.40 14.60 14.80 1500
5000 m/z 95.10 13.92%
137.0
o204, H?%O.n. o MLW
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene e  EammEEmETT
69.0 14.40 14.60 14.80 15.00
m/z 68.05 10.66%
5000
137.0
29.0 , | 3070 | 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF091418_.M Wed Sep 19 13:09:02 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

ﬁ?ggle i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Hexadecane, 5-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.96 8.55 ng 288827 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 90
Abundance Scan 2146 (14.959 min): BF109117.D (-2142) (-) m/z 57.10 100.00%
57.1
85.1
5000
141 1 14.60 14.80 15.00 15.20
oLk lrll Cp2002 211228922671 3092 | “nsz 71.05  74.07%
m/z--> 50 100 150 200 250 300 350
Abundance #129495: Hexadecane, 5-butyl-
43.0
71.0
5000 LR R SO UM B
14.60 14.80 15.00 15.20
0
00,0 1260 995 0 m/z 43.05 60.80%
ol Ay | S00nms0 | sssozm00
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
650 14.60 14.80 15.00 15.20
5000 ' m/z 85.10 53.53%
29.0 113.0
oL | ‘ || | ] 14101600197.022502530 2960
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- AR EEEL SRS S
57.0 14.60 14.80 15.00 15.20
m/z 55.10 21.07%
5000 85.0
0 J}Jlﬁﬂywm%mm B%%mmmmw%m
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\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

ﬁ?ggle i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.72 7.14 ng 241095 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2275 (15.718 min): BF109117.D (-2270) (-) m/z 57.10 100.00%
57.1
85.1
R BRI BN SURR
141 1169 2 15.40 15.60 15.80 16.00
o ,-|. “ '1 972 2291 2670 3082 38510 ny7 71.10  77.76%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 R AR U SRR SULE
15.40 15.60 15.80 16.00
m/z 43.10 59.74%
0 ﬁg‘ljdthymmWNMQM%m%m
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.10 55.21%
0 wkﬂ‘ﬁ$%“M%Mwozw%mmmmmmmo
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T
57.0 15.40 15.60 15.80 16.00
m/z 55.05 22 .82%
85.0
o MMIJ\
29.0 113.0
oL Ly || M410169.017.0225.02530 2960
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109117.D

Aca On : 19 Sep 2018 00:59

Operator : JU/SJ

ﬁ?ggle i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl7.18 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.18 2.34 ng 79011 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazoll.2-alpvridine. 3-amino-... 255 C15H14FN3 1000317-07-2 25
2 Benzoic acid. 4-T(2-hvdroxvbenzy... 255 C15H13N0O3 058469-81-1 10
3 2-(2-MethoxvphenvDethvlamine 151 C9H13NO 002045-79-6 9
4 1-Propvne. 3-(2-bromoethoxv)- 162 C5H7BroO 018668-74-1 9
5 Phenol, 4-chloro-3-methyl- 142 C7H7CIO 000059-50-7 9
Abundance Scan 2524 (17.183 min): BF109117.D (-2519) (-) m/z 43.00 100.00%
43.0 105.0
69.1 135.0
231.1 303.2
5000 183.0 329.3
269.1
16.80 17.00 17.20 17.40 17.60
o} m/z 105.00 85.25%
m/z--> 50 100 150 200 250 300 350
Abundance #106473: Imidazo[1,2-a]pyridine, 3-amino-2-(4-fluorophenyl...
107.0 255.0
5000 LRSI DRI AU R B
6.0 16.80 17.00 17.20 17.40 17.60
. 0
390 297.0 m/z 107.00 73.87%
0 41,1490 2000
m/z--> 50 100 150 200 250 300 350
Abundance #106458: Benzoic acid, 4-[(2-hydroxybenzylideneamino)methyl]-
107.0
770 | 1350 16.80 17.00 17.20 17.40 17.60
5000 255.0 m/z 95.05 71.11%
50.0
| | 165.0 210.0
o |H.‘”.‘.‘. ....ll..‘. ——— —
m/z--> 50 100 150 200 250 300 350
Abundance #24980: 2-(2-Methoxyphenyl)ethylamine L B e
3d.0 16.80 17.00 17.20 17.40 17.60
m/z 69.10 69.47%
5000 122.0
91.0
0 |, 630, ., 1510
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40 17.60

8270-BF091418_.M Wed Sep 19 13:09:04 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF091818\

Data File : BF109117.D

Acq On : 19 Sep 2018 00:59

Operator : JU/SJ

3?22'6 i J4930-12 091318-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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... 4 .90 3.2 ng 115034 1 6.72 717302 20.0
unknown6 .49 6.49 50.1 ng 1797040 1 6.72 717302 20.0
Octadecane 13.40 2.6 ng 113762 5 13.85 865885 20.0
Hexacosane 13.72 5.0 ng 217837 5 13.85 865885 20.0
Heneicosane 14.04 5.8 ng 251569 5 13.85 865885 20.0
Octacosane 14 .64 8.6 ng 288951 6 15.26 675295 20.0
Supraene 14.71 6.1 ng 205591 6 15.26 675295 20.0
Hexadecane, 5-butyl- 14.96 8.6 ng 288827 6 15.26 675295 20.0
Eicosane 15.72 7.1 ng 241095 6 15.26 675295 20.0
unknownl17.18 17.18 2.3 ng 79011 6 15.26 675295 20.0
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