LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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 2.163 10 13 26 rvB 49580 77689 2.55% 0.301%
2 5.087 507 510 523 rBV 355562 491102 16.12% 1.902%
3 5.481 573 577 589 rBY 2523906 2697256 88.52% 10.447%
4 6.492 743 749 761 rVB 2427639 2739676 89.91% 10.611%
5 6.628 767 772 775 rBVY 2793473 2773671 91.03% 10.743%
6 6.851 806 810 814 rBV 815972 638397 20.95% 2.473%
7 7.010 832 837 840 rBVY 2347654 2183862 71.67% 8.459%
8 7.416 901 906 910 rBVY 1566839 1750440 57.45% 6.780%
9 8.133 1024 1028 1031 rBvV 1048992 872388 28.63% 3.379%
10 9.210 1205 1211 1214 rBvV 3181922 3047041 100.00% 11.802%
11 9.280 1219 1223 1226 rVV 49542 45563 1.50% 0.176%
12 9.598 1272 1277 1284 rBV 563970 467791 15.35% 1.812%
13 9.804 1305 1312 1317 rBV 66748 78498 2.58% 0.304%
14 9.886 1322 1326 1330 rVvVv 1080052 930661 30.54% 3.605%
15 10.304 1395 1397 1400 rVB 90947 71097 2.33% 0.275%
16 10.527 1429 1435 1437 rBvV 48921 61179 2.01% 0.237%

17 10.680 1456 1461 1464 rBV 1582721 1530649 50.23% 5.928%
18 10.780 1474 1478 1483 rBVv2 101704 152484 5.00% 0.591%

19 11.227 1550 1554 1556 rBV 76591 64626 2.12% 0.250%
20 11.257 1556 1559 1565 rVB 50059 54769 1.80% 0.212%
21 11.374 1575 1579 1582 rBV 1001352 836075 27.44% 3.238%
22 11.651 1623 1626 1629 rVB 67704 49989 1.64% 0.194%
23 12.057 1692 1695 1699 rVB 53602 39314 1.29% 0.152%
24 12.445 1758 1761 1765 rVB 40936 34778 1.14% 0.135%
25 12.586 1782 1785 1788 rBV 65501 50647 1.66% 0.196%
26 12.815 1822 1824 1827 rVB 74366 53783 1.77% 0.208%
27 12.957 1843 1848 1851 rBV 2145436 1991160 65.35% 7.712%
28 13.168 1882 1884 1888 rVB2 36791 32041 1.05% 0.124%
29 13.839 1992 1998 2003 rBV2 55777 71055 2.33% 0.275%

30 14.010 2023 2027 2031 rBV 561161 521731 17.12% 2.021%

31 14.621 2127 2131 2135 rBV 210856 183604 6.03% 0.711%
32 14.762 2149 2155 2158 rBV 24234 32765 1.08% 0.127%
33 15.098 2207 2212 2215 rVB2 30716 40410 1.33% 0.157%
34 15.480 2272 2277 2285 rVB 492640 602730 19.78% 2.334%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.904 2344 2349 2355 rBV2 68209 103236 3.39% 0.400%
36 16.403 2429 2434 2442 rVB 72925 124559 4._.09% 0.482%
37 16.992 2526 2534 2542 rBV3 60848 136011 4._.46% 0.527%

38 17.686 2645 2652 2659 rVB3 46785 108546 3.56% 0.420%
39 18.509 2786 2792 2800 rVB4 29117 77220 2.53% 0.299%

Sum of corrected areas: 25818493
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101217\

BF099391.D

12 Oct 2017 13:10

SJ/Ju

15758-04

6 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099391.D

5.48

5.09

6.49

6.63

7.01

7.42

6.85

0—1;_
Time-->

5.00

5.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099391.D

10.68
9.89 11.37

9.60

0.78 1 11.65  12.06

10.30
301053

12.96

12.42.59 12-8% 13.17
A A

Or——
Time-->

10.50 11.00 11.50 12.00

BN
LI B

-
13.50

12.50 13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

14.01

13.84

TIC: BF099391.D

15.48

14.62

. 16.40 .
1476 1510 15.90 6.4l 16.99 17.69

18.51

Time-->

14.00

14.50

15.00 15.50 16.00

16.50 17.00 17.50 18.00

18.50 19.00

8270-BF092317.
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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 12

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

2.16 2.43 ng 77689 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (2.157 min): BF099391.D (-10) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.0 R IR U IS U U
| | 2.20 2.30 2.40 2.50 2.60
Obrr et b e e e e e e || M7z 43.000 37.61%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L U UL U IR U
430 550 220 2.30 2.40 2.50 2.60
87.0 m/z 86.95 24 .24%
27.0
0'w'“mﬁ'“wthw'“'w“'ml“l“'w'“qﬁp“l“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 R IR IR IR U U
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 54.95 22 .05%
29.0
o 97.0 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-  Ramas B
73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 16.35%
5000
45.0
29.0
0 || 50 ‘ 101.0
m/z--> 20 3'0 4'0 50 60 7'0 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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 3

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

5.09 15.39 ng 491102 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 511 (5.092 min): BF099391.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SN B G
| 83.0 | 4.80 5.00 520 5.40
1 1 MENMTH | NS SR NS S m/z 59.00 58.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L S I
4.80 5.00 5.20 5.40
59.0 m/z 101.00 22.48%
27\0\ 1] 71.0 83.0 10%.0
) R R SN AN ARAR RRARA RARSA AN AARAN LALA SALRS RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 410 m/z 58.00 16.28%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L L B L B
43.0 4.80 5.00 520 5.40
m/z 41.00 8.25%
5000
15.0 110 101.0
210 56.0 ‘
0'”IJ”P'Nh'”ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W RS R R U LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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 unknown6.63 Concentration Rank 1

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

6.63 86.89 ng 2773670 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF099391.D (-767) (-) m/z 132.00 100.00%
132.0
5000 681
DU SR S
40.1 540 | | e1o 9‘?'0 s J 620 6.40 6.60 6.80 7.00
O L Lo L B S m/z 68.10 35.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R LR AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.54%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.93%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e RARmE B
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.93%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | I
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.78 3.65 ng 152484 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 1478 (10.780 min): BF099391.D (-1474) (-) m/z 57.00 100.00%
57.0
5000 85.0
131 10.40 10,60 10.80 11.00
0 ..-.',-.1.."."fl:'.-l..1?5:l...,....,....,....,.... m/z 71.10 65.27%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 SN RN AR N R
85.0 10.40 10.60 10.80 11.00

m/z 43.05 64 .47%

20.0
ol i\ | | | M30 15501830 22502530 20503230  380.0
R e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
mne T
10.40 10.60 10.80 11.00
5000 m/z 85.05 44.73%
85.0
29.0
0 113.0 155.0183.0 226.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane B R E e
57.0 10.40 10.60 10.80 11.00
m/z 41.00 28 .45%
5000 85.0
29.0
o “l ﬂ139 155.0183.0 22502540
e e e e B at o
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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 Octacosyl trifluoroacetate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.84 2.72 ng 71055 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosvl trifluoroacetate

2 Tricosvl trifluoroacetate

3 Tricosvl heptafluorobutvrate

4 Docosvl pentafluoropropionate
5 Tetracosyl heptafluorobutyrate

506 C30H57F302
436 C25H47F302
536 C27H47F702
472 C25H45F502
550 C28H49F702

1000351-74-9 91
1000351-75-1 91
1000351-83-4 91
1000351-80-9 90
1000351-83-7 90

Abundance Scan 1998 (13.839 min): BF099391.D (-1992) (-) m/z 56.95 100.00%
57.0
5000
R EE AR EREEE e
163.0 2290 13.60 13.80 14.00 14.20
oL m/z 43.00 66.00%
m/z--> 50 150 200 250 300 350
Abundance #235928: Octacosy! tHquotoacetate
57.0
97.0
5000 LIRS
13.60 13.80 14.00 14.20
m/z 55.00 65.52%
ok L u‘hh\h% \918102220264030603480392()4370 488.0
L . T T e e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
R EE AR EREEE e
97.0 13.60 13.80 14.00 14.20
5000 m/z 71.05 64.02%
0 139'0181 0222.0264.0 322.0 367.0 418.0
T e T e e e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosy! heptafluorobutyrate T
57.0 13.60 13.80 14.00 14.20
m/z 83.05 63.79%
97.0
5000
ol L, l 39 01381 0222.0265.0 322.0 367.0 518.0
.”,..”,..”,................“...,”..,”..,”. R E B AR ERmEE e
m/z--> 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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 1,3-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.62 7.04 ng 183604 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 68
2 Di-n-octvl phthalate 390 C24H3804 000117-84-0 27
3 4-Nitrobenzoic acid. cvclobutvl ... 221 C11H11NO4 070335-00-1 27
4 Phthalic acid. 3.5-difluoropheny... 390 C22H24F204 1000315-51-3 22
5 2-Propenoic acid, 2-methyl-, oct... 198 C12H2202 002157-01-9 16
Abundance Scan 2131 (14.621 min): BF099391.D (-2127) (-) m/z 70.05 100.00%
70.0
149.0
5000 112.1 261.1
o | \ \ " 14.40 14.60 14.80 15.00
ol .h,I.L ¥ .A,I.|.l e dr22080 L L Tn/z 149.00 65.77%
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 UL B B SURA U
14.40 14.60 14.80 15.00
41.0 m/z 112.10 46.90%
0 ‘M h 0 ‘h | ‘ | 1790 2320 | | 3040 3610
m/z--> 50 100 150 200 250 300 350 '
Abundance
149.0
1440 14.60 14.80 15.00
5000 57.0 m/z 261.10 45.61%
113.0 279.0
ol270 180.0 223.0 333.0 391.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #77990: 4-Nitrobenzoic acid, cyclobutyl ester B
70.0 14.40 14.60 14.80 15.00
m/z 167.00 38.08%
5000
41.0 1100 1500
Outuﬂiiuiluiutllulu|[|||1|8|0.(|) —— ||||||||||||||| |||||||||||||||||||||||
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.90 3.43 ng 103236 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2348 (15.898 min): BF099391.D (-2344) (-) m/z 57.05 100.00%
5%.0
5000
99.1 R BN SRR SR SUN
I| | 1411 0811 15.60 15.80 16.00 16.20
ob—, e e e T I A e e m/z 71.10 74 .32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 L B SULRLLN I SRR
15 60 15. 80 16. oo 16. 20
99.0 m/z 43.10 58.21%
41.0
0 .“. L, H\ .‘h‘. h‘l .”‘ i \ %8%0' |22|5|0| I |2|8|?'|0| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
' 15.60 15.80 16.00 16.20
5000 m/z 85.05 56.53%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> éo 160 1éo 200 250 360 3%0 460 !
Abundance #194493: Hexacosane T T T
57.0 15.60 15.80 16.00 16.20
m/z 55.05 24 .34Y%
5000
99.0
ol L, I |, 1410 1830 2250 267.0 300.0 367.0
m/z--> éo 160 1éo 260 250 360 3%0 460 ! 1560 1580 1600 1620
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.40 4.13 ng 124559 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2433 (16.398 min): BF099391.D (-2429) (-) m/z 57.05 100.00%
5%.0
a1 1600 16,20 16.40 1660 16,80
183.2 267.0 : : : : :
- JJ L e || M/Z 7110 72.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 AU SRR A
16. oo 16. 20 16 40 16. 60 16. 80
m/z 43.05 46 .70%
0 L H | %4‘10‘ 183.0 225.0 267.0 309.0 351.0 437.0
m/z--> éo 150 260 2%0 360 3%0 460 !
Abundance
57.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.05 46 .55%
99.0
o 141.0 1830 225.0 2670 309.0 351.0 422.0
m/z--> éo 160 1éo 200 250 360 3%0 460 !
Abundance #215181: 2-methyloctacosane LA B ate s et
57.0 16.00 16.20 16.40 16.60 16.80
m/z 99.10 20.17%
5000
99.0
0 ||| 10 183.0 225.0 267.0 309.0 3650 1
m/z--> ' 160 1éo 260 250 300 3%0 460 ! 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.99 4_.51 ng 136011 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2534 (16.992 min): BF099391.D (-2526) (-) m/z 57.05 100.00%
51.0
99.1 LSRRI AR R B
l| L 1411 1830 0811 16.60 16.80 17.00 17.20 17.40
ol I R R e e e A I I SO m/z 71.05 74.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 LA AL P LI
16.60 16.80 17.00 17.20 17.40
99.0 m/z 43.10 54_.14%
o | ‘ \ \‘d 141.0 1830 2250 267.0 3090 3650
m/z--> 5 100 150 200 250 300 350 400 '
Abundance
57.0
16.60 16.80 17.00 17.20 17.40
5000 m/z 85.05 49 _.50%
99.0
o 141.0 1830 225.0 267.0 3090 351.0 422.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane L ot U LA S Bet
57.0 16.60 16.80 17.00 17.20 17.40
m/z 55.00 20.53%
- wmiVMAM%Mw“ﬂAj\ﬂwﬂvwvmuwﬁjxd
99.0
0 Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 1&'30 200 250 300 350 400 ' 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099391.D

Aca On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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 12 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.69 3.60 ng 108546 Perylene-di12 15.48
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 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 2653 (17.692 min): BF099391.D (-2645) (-) m/z 57.00 100.00%
5%.0
5000 \/\/VJ\W
e 70 1760 1780 1800
135.0 169. 1 281.1 . . . )
o|,I ““3 sl L ¥ m/z 71.10 70.66%
m/z--> 50 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 LRI UL B UL B
17.40 17.60 17. 80 18 00
99.0 m/z 85.05 57.12%
m/z--> 55 100 1%0 200 250 360 3éo '
Abundance
57.0
17.40 17.60 17.80 18.00
5000 m/z 43.05 51.24%
99.0
o 27,0 1410 183.0 2250 281.0 337.0  394.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #141426: Heneicosane I AEEREE TS
57.0 17.40 17.60 17.80 18.00
m/z 55.00 20.69%
- RMMANMAMJWWMM/\%NMMWNMMVWUVW
99.0
Lzl ||y ,\ | 1410 183.0 2250 266,0296.0
m/z--> 55 100 150 260 250 360 3éo ' 1720 1760 1780 1800
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101217\
Data File : BF099391.D

Acq On : 12 Oct 2017 13:10

Operator : SJ/JU

Sample : 15758-04

Misc :

ALS Vial : 6 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... 2.16 2.4 ng 77689 1 6.85 638397 20.0
2-Pentanone, 4-hy... 5.09 15.4 ng 491102 1 6.85 638397 20.0
unknown6.63 6.63 86.9 ng 2773670 1 6.85 638397 20.0
Heptacosane 10.78 3.6 ng 152484 4 11.37 836075 20.0
Octacosyl trifluo... 13.84 2.7 ng 71055 5 14.01 521731 20.0
1,3-Benzenedicarb... 14.62 7.0 ng 183604 5 14.01 521731 20.0
Eicosane 15.90 3.4 ng 103236 6 15.48 602730 20.0
Hentriacontane 16.40 4.1 ng 124559 6 15.48 602730 20.0
2-methyloctacosane 16.99 4.5 ng 136011 6 15.48 602730 20.0
Hexacosane 17.69 3.6 ng 108546 6 15.48 602730 20.0
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