LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098841.D

Aca On : 26 Sep 2017 19:22 Instrument :

Operator : SJ/JU ?:'l\:gﬁ't:Sam ol

agmple : 15301-01 mnnmo&cgmpe
isc :

ALS Vial : 16 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-BF092317.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 2.199 15 19 29 rvB 179495 232774 5.52% 0.791%
2 5.134 515 518 529 rVB 165372 194783 4.62% 0.662%
3 5.528 581 585 589 rBY 2094112 1979482 46.92% 6.731%
4 6.534 751 756 763 rBVY 1652997 1424688 33.77% 4.844%
5 6.681 777 781 785 rBVY 3146703 3208000 76.04% 10.908%
6 6.916 817 821 824 rVB 1098167 930550 22.06% 3.164%
7 7.075 843 848 851 rBVY 3039627 2926484 69.37% 9.951%
8 7.475 911 916 919 rBV 2244415 2401358 56.92% 8.165%
9 8.198 1035 1039 1042 rBV 1455901 1248380 29.59% 4.245%
10 9.275 1216 1222 1225 rBV 4192615 4218848 100.00% 14.345%

11 9.657 1284 1287 1291 rBV 185107 143874 3.41% 0.489%
12 9.951 1333 1337 1341 rVB2 1581020 1309505 31.04% 4._.453%

13 10.374 1403 1409 1411 rVB2 43744 49129 1.16% 0.167%
14 10.739 1466 1471 1475 rBV 2159177 2111046 50.04% 7.178%
15 10.845 1486 1489 1498 rVB 62240 71954 1.71% 0.245%

16 11.439 1586 1590 1593 rBV 1423593 1182731 28.03% 4.022%
17 11.816 1651 1654 1658 rVB2 69336 52134 1.24% 0.177%
18 12.827 1822 1826 1831 rBV 484129 410115 9.72% 1.394%
19 13.021 1854 1859 1862 rBV 3028603 2873534 68.11% 9.771%
20 13.904 2006 2009 2014 rBV 106737 107578 2.55% 0.366%

21 14.074 2034 2038 2042 rVB 973107 838813 19.88% 2.852%
22 14.698 2140 2144 2148 rVB 142333 141567 3.36% 0.481%

23 15.192 2224 2228 2235 rVB 37869 44374 1.05% 0.151%
24 15.568 2286 2292 2301 rVB 654816 880856 20.88% 2.995%
25 16.027 2366 2370 2376 rVB 64010 93304 2.21% 0.317%

26 16.551 2453 2459 2465 rVB 66197 123570 2.93% 0.420%
27 17.162 2557 2563 2571 rVB2 52320 113092 2.68% 0.385%
28 17.886 2680 2686 2693 rVB4 40140 97210 2.30% 0.331%

Sum of corrected areas: 29409733
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092617\

BF098841.D

26 Sep 2017 19:22

SJ/JU

15301-01 20170605-COMP-B
16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

2.20

TIC: BF098841.D

6.68 7.07

7.47
5.53

6.53

5.13

0

Time-->

A
LA B B B B B B

4.00

4.50

5.00

5.50

6.00

6.50

1
7.00

2.50

3.00

3.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF098841.D

9127

13.02

10.74

9.95
11.44

12.83

9.66

A 11.82

A
LN B S N R SR B

0.85

10.37

PN A
LN S S R R B B R

Or——
Time-->

13.00

= T T
9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF098841.D

14.07
15.57

1(;.33 16.55 17.16 17.89

o

Time-->

18.00

18.50 19.00

15.50 16.00

T T
14.50 15.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098841.D

Aca On : 26 Sep 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 15301-01 20170605-COMP-B
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

2.20 5.00 ng 232774 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 19 (2.199 min): BF098841.D (-15) (-) m/z 73.00 100.00%
73.0
5000
430 . -
| 2.20 2.30 2.40 2.50 2.60
Ol bt e el b e || M7z 43.05  35.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 29.15%
29.0 ‘ ‘
0 N L,
L IR IO IR I RIS IR I IR IULR S LS BARES BARES SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 24 _.81%
29.0

99.0 112.0 129.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- AR B R
3.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 13.49%
5000 55.0
43.0
27.0
150 10 L) e w0 s
o} SIS SN § ¥ NS NI BN I 7L L B2

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098841.D

Aca On : 26 Sep 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 15301-01 20170605-COMP-B
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 5

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

5.13 4.19 ng 194783 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 517 (5.128 min): BF098841.D (-515) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 DB SRRAERRARE SAREE AR
| 829 | 480 5.00 5.20 5.40
o) EEERY N ¥ EMISSSOV P | SIS A S S m/z 59.00 53.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS UL UL R
59.0 480 500 520 540
0,
150 a0 1010 m/z 101.00 16.72%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
310 SRS A RN R
480 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.83%
73.0
o 15.0 50.0 87.0  102.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime EAm T e R
43.0 480 5.00 5.20 5.40
m/z 41.05 9.13%
5000
101.0
150 310 | %80 g9 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098841.D

Aca On : 26 Sep 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 15301-01 20170605-COMP-B
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.68 Concentration Rank 1

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

6.68 68.95 ng 3208000 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 781 (6.681 min): BF098841.D (-777) (-) m/z 131.95 100.00%
131.9
5000 68.1
96.0 UL A R R
40.1 540 6.40 6.60 6.80 7.00
o S vy a1 NN =X T =X I [ m/z 68.10 38.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR RN SRR LU L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.85%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.86%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T IAI | L B L
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.19%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098841.D

Aca On : 26 Sep 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 15301-01 20170605-COMP-B
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butyl citrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.83 9.78 ng 410115 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid. isobutvl 2-methvlpe... 286 C16H3004 1000353-55-7 43
3 Adipic acid. 2-decvl isobutvl ester 342 C20H3804 1000353-59-6 42
4 Adipic acid. isobutvl 2-methvlbu... 272 C15H2804 1000324-67-1 42
5 Adipic acid, butyl cyclohexyl ester 284 C16H2804 1000324-25-9 40
Abundance Scan 1826 (12.827 min): BF098841.D (-1822) (-) m/z 185.10 100.00%
129.0 18%.1
5000
57.0
| 1 87.0 | 157.0 o130 2591 12.60 12.80 13.00 13.20
ot o L m/z 129.00 85.69%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185.0
129.0
5000 R BRI U SN B
12.60 12.80 13.00 13.20
41.0 259.0 m/z 57.05 28.59%
oL | 8O | | 1570 | 2130 | 2870 361.0
m/z--> 50 100 150 200 250 300 350
Abundance
129.0
' 12.60 12.80 13.00 13,20
m/z 41.05 23.16%
5000 185.0 0
ol200 57.0 850 156.0 213.0
m/z--> 50 100 150 200 250 300 350
Abundance #178425: Adipic acid, 2-decyl isobuty| ester
129.0 12.60 12.80 13.00 13.20
m/z 111.00 13.24%
185.0
5000
57.0
101.
Bl Y o | o L
m/z--> 50 100 150 200 250 300 350 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098841.D

Aca On : 26 Sep 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 15301-01 20170605-COMP-B
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.57 ng 107578 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 l1-Heptacosanol 396 C27H560 002004-39-9 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 2008 (13.898 min): BF098841.D (-2006) (-) m/z 43.05 100.00%
43.0| 83.0
5000
25.1 R BN U
207.9 13.60 13.80 14.00 14.20
o At m/z 57.00 96.63%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 LR B B B B
250 Bmmmmmmm
' m/z 83.05 85.72%
29.0
o MM”»LmLﬂﬁol%mmmmo 308.0337.0
m/z--> §o 160 150 260 2éo 360 3éo
Abundance
57.0 197.0
13.60 13.80 14.00 14.20
5000 m/z 55.00 84.61%
125.0
29.0 167.0
O e 19502230 264020203220 3780
m/z--> 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester R B A ARE EEEE TS
13.60 13.80 14.00 14.20
m/z 97.05 78.22%
5000
250
o m‘[H1550 19602240
m/z--> 5 ﬁ @ ﬁ @ Bmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098841.D

Aca On : 26 Sep 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 15301-01 20170605-COMP-B
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1,3-Benzenedicarboxylic aci... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.70 3.38 ng 141567 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 62
2 Cvclohexaneamine. N-but-2-envlid... 167 C10H17NO 068048-01-1 35
3 Phthalic acid. di(6-methvlhept-2... 390 C24H3804 1000377-97-3 22
4 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 22
5 Diisooctyl phthalate 390 C24H3804 000131-20-4 18

Abundance Scan 2144 (14.698 min): BF098841.D (-2140) (-) m/z 70.05 100.00%
7d.0
149.0
5000 112.1 261.1
41.0 l NIDEURUSSSUVIL VLD S
14.40 14.60 14.80 15.00
oﬁ—ah,J.' e ,I-. oy 1889 L W/z 149.00  68.87%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
0
149.0 261.0
5000
14.40 14.60 14.80 15.00
41.0 m/z 261.10 47.21%
0 ‘M h\\kh ‘L ‘L 1790 2320 | | 304.0333.0361.0
m/z--> 50 100 150 200 250 300 350
Abundance
70.0
14.40 14.60 14.80 15.00
0
5000 o 1670 m/z 112.10 44 _26%
o 108.0136.0
m/z--> " 50 100 150 200 250 300 350
Abundance #207739: Phthalic acid, di(6-methylhept-2-yl) ester R B B B
149.0 14.40 14.60 14.80 15.00
m/z 57.00 39.24%
5000
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098841.D

Aca On : 26 Sep 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 15301-01 20170605-COMP-B
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Nonadecane, 9-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.12 ng 93304 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2371 (16.033 min): BF098841.D (-2366) (-) m/z 57.05 100.00%
57.0
85.0
5000
2701551 2070 ags 15180 16,00 1620 1640
0 e L e e m/z 71.05 64.78%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
57.0
85.0
5000 LRI SUNILN SURIULE SRR B
15.80 16.00 16.20 16.40
140.0 m/z 85.05 54 .55Y%
29.0 ‘ 113.0 168.0
ol LAy PO oo assozero
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
" 15.80 16.00 16.20 16.40
5000 85.0 m/z 43.10 49 .95%
. 29.0 113.0141.0169.0197.0225.0253.0  295.0323.0 367.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #105886: Octadecane e RARREEE RS
57.0 15.80 16.00 16.20 16.40
m/z 55.00 18.67%
5000 85.0
29.0
ol | 4 [01410160.0197.0225,0 2540
m/z--> 55 160 150 260 250 360 3éo 15%0 1&00 1650 1&20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098841.D

Aca On : 26 Sep 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 15301-01 20170605-COMP-B
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.55 2.81 ng 123570 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2459 (16.551 min): BF098841.D (-2453) (-) m/z 57.00 100.00%
5%.0
NSNS AR SR
141.1 16.20 16.40 16.60 16.80
o H2.0207.1 m/z 71.05  66.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 U DA B SR B
mmmmmmmm
m/z 43.00 54 _.82%
ol | | M‘\d }4}9 183.0 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> éo 100 1éo 260 2éo 360 3éo 460 !
Abundance
57.0
16.20 16.40 16.60 16.80
5000 m/z 85.05 47 .03%
99.0
0l25.0 141.0 183.0 2250 281.0 337.0 394.0
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #219831: Triacontane L B e o
57.0 16.20 16.40 16.60 16.80
m/z 55.00 20.58%
- J“WWW%NNJMMA/kwwMJMmAM%wﬂf
99.0
o ||| 1410 1830 2250 267.0 309.0 351.0  422.0
m/z--> % 1& ﬁo ﬁ 250 ﬁo @ 4& ! mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098841.D

Aca On : 26 Sep 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 15301-01 20170605-COMP-B
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.16 2.57 ng 113092 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2563 (17.162 min): BF098841.D (-2557) (-) m/z 57.05 100.00%
57.0
e MM}L>
5000
113.1 LN DA S B
|I1 ["M14602 210 om0 16.80 17.00 17.20 17.40
ob——i L T e e m/z 71.10 74 .93%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 85.0 LN DA S B
29.0 16.80 17.00 17.20 17.40
' m/z 43.05 72 .58%
0 “ | “\ H\ Il H\ll‘:\;.0‘\14}'0‘16‘9'0‘19‘7'0225'0253'0 28\2'0
m/z--> §o 160 1%0 200 250 300 3éo
Abundance
57.0
16,80 17.00 17.20 17.40
5000 85.0 m/z 85.05 52.89%
113.0
oL 20 141.0160.0  211.0239.0267.0295.0323.0 352.0
m/z--> §o 160 1%0 260 2%0 360 3éo
Abundance #141426: Heneicosane L BB e
57.0 16.80 17.00 17.20 17.40
m/z 99.00 24 .94Y%
85.0
5000
29.0 113.0
oL L) P0u0is0016m0205 02530 2960
m/z--> §o 160 1%0 260 250 360 3éo 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098841.D

Aca On : 26 Sep 2017 19:22

Operator : SJ/JU

ﬁ?ggle i 15301-01 20170605-COMP-B
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.89 2.21 ng 97210 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Pentacosane 352 C25H52 000629-99-2 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2687 (17.892 min): BF098841.D (-2680) (-) m/z 57.00 100.00%
5%.0
5000 50 vM\_/\wM
1210 16101892 2211 267.1 '17.60 17.80 18.00 18.20
ob——i T m/z 43.05 67.71%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 LRI UL BN UL B
85.0 17160 17.80 18,00 18 20
113.0 m/z 71.05 66.21%
0 Z%O‘H ‘\ \“w \‘M ‘\‘ H‘ . \“14%0\16\90;9\70\22\502530 2950 3660
m/z--> 50 160 1éo 200 250 300 3%0
Abundance
57.0
'17.60 17.80 18.00 18.20
5000 85.0 m/z 85.00 50.25%
29.0
o 113.0141.0169.0197.0225.0 253.0 282.0
m/z--> B '55' ' "160" "150" "260" "250" "300" ' ééo"
Abundance #185533: Pentacosane RS e e
57.0 17.60 17.80 18.00 18.20
m/z 55.00 32.85%
5000 80 WWW
113.0
J29 | oy [ 24101690 211.0239.0267.0295.0323.0 352.0
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 351;0 17.I60 17.I80 18.|00 18.|20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092617\

Data File : BF098841.D

Acq On : 26 Sep 2017 19:22

Operator : SJ/JU

3?22'6 i 15301-01 20170605-COMP-B
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.20 5.0 ng 232774 1 6.92 930550 20.0
2-Pentanone, 4-hy... 5.13 4.2 ng 194783 1 6.92 930550 20.0
unknown6 .68 6.68 69.0 ng 3208000 1 6.92 930550 20.0
Butyl citrate 12.83 9.8 ng 410115 5 14.07 838813 20.0
n-Tetracosanol-1 13.90 2.6 ng 107578 5 14.07 838813 20.0
1,3-Benzenedicarb... 14.70 3.4 ng 141567 5 14.07 838813 20.0
Nonadecane, 9-met... 16.03 2.1 ng 93304 6 15.57 880856 20.0
Hentriacontane 16 .55 2.8 ng 123570 6 15.57 880856 20.0
Eicosane 17.16 2.6 ng 113092 6 15.57 880856 20.0
Hexacosane 17.89 2.2 ng 97210 6 15.57 880856 20.0
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