LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098825.D

Aca On : 26 Sep 2017 11:46 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
a?ggle i 15385-08 OQﬂJ%ﬂD8$4LM
ALS Vial : 39 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 2.205 16 20 30 rvB 264852 352551 7.09% 1.201%
2 5.128 514 517 527 rVB 216698 238413 4 .80% 0.812%
3 5.522 580 584 588 rBY 1545921 1491555 30.01% 5.082%
4 6.528 750 755 758 rBVY 1200662 994841 20.02% 3.389%
5 6.681 776 781 784 rBVY 2898116 2643849 53.20% 9.008%
6 6.910 817 820 824 rBV 974599 819315 16.49% 2.791%
7 7.069 843 847 851 rBVY 3516230 3393669 68.29% 11.562%
8 7.475 910 916 919 rBVY 2529860 2852730 57.40% 9.719%
9 8.192 1034 1038 1042 rBvV 1343701 1106871 22.27% 3.771%
10 9.210 1208 1211 1216 rVB 59345 51799 1.04% 0.176%

11 9.269 1216 1221 1225 rBV 4577711 4969514 100.00% 16.931%
12 9.657 1284 1287 1291 rBV3 166041 183871 3.70% 0.626%
13 9.951 1333 1337 1340 rVB 1363751 1170537 23.55% 3.988%
14 10.592 1439 1446 1453 rBvV 82189 90787 1.83% 0.309%
15 10.739 1466 1471 1474 rBV 1973054 1873028 37.69% 6.382%

16 10.857 1486 1491 1498 rVB 108628 130390 2.62% 0.444%
17 11.433 1585 1589 1593 rBV 1298189 1108197 22.30% 3.776%
18 13.021 1854 1859 1862 rBV 3759640 3867088 77.82% 13.175%
19 14.074 2034 2038 2041 rBvV 781349 695529 14 .00% 2.370%
20 15.562 2285 2291 2303 rVB 515610 735394 14 .80% 2.506%

21 16.021 2364 2369 2375 rBV 68202 100537 2.02% 0.343%
22 16.545 2452 2458 2466 rVB 77193 137408 2.77% 0.468%
23 17.156 2554 2562 2571 rBV3 59475 134564 2.71% 0.458%
24 17.880 2678 2685 2692 rVB3 50930 113715 2.29% 0.387%
25 18.745 2824 2832 2844 rVB5 30156 94746 1.91% 0.323%

Sum of corrected areas: 29350898
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092517\

BF098825.D

26 Sep 2017 11:46

SJ/Ju

15385-08

39 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098825.D
4000000
7.07
3000000 6.68
7.47
2000000
5.52
6.53
1000000 6.91
2.20 5.13
O o e e e e e el o e o
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: BF098825.D
9|27
4000000 13.02
3000000
2000000 10.74
8.19 9.95 11.43
1000000
9.66 10.86
I | S | IS, o S U | R
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098825.D
4000000
3000000
2000000
1000000 14.07
15.56
16.02 16.54 17.16 17.88 18.74
L S e e I B e e T e e e e e I B B e R I B e e e e LA A B
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098825.D

Aca On : 26 Sep 2017 11:46

Operator : SJ/JU

Sample = 15385-08

Misc :

ALS Vial : 39 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 3

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

2.20 8.61 ng 352551 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (2.199 min): BF098825.D (-16) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.1 871

| 220 230 240 250 2.60
S U S S N O —— Y 5 2 S TS T I W1

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 LN ULRAE UGS ARA UL UL
43.0 220230240250260
550 87.0 m/z 55.10 29.04%
29.0 ‘
"I"""I""I""'I""I""I"l"l""l""l""l'"'I""I""
m/z--> 20 30 70 80 90 100 110 120 130
Abundance
73.0
87.0 L ULLAN UGS IR UL UL
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 23.13%
29.0
97.0 112.0 129.0
miz-> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- A RAREE R

73.0 220230240250260
m/z 41.05 13.08%

5000
45.0
29.0
55.0 ‘ 101.0
SNBSS 1 S Nt oSS IS 12 2 S

Ll M ‘
miz--> 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\BF092517\
Data File : BF098825.D

Aca On : 26 Sep 2017 11:46

Operator : SJ/JU

Sample = 15385-08

Misc :

ALS Vial : 39 Sample Multiplier: 1

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

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

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 4

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

5.13 5.82 ng 238413 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 517 (5.128 min): BF098825.D (-514) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 U S R L R
83.0 070 480 5.00 5.20 5.40
-t m/z 59.00 54_.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LS UL I L
59.0 480 500 520 540
0
150 1010 m/z 101.00 18.52%
\M‘ i Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.47%
126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 480 5.00 5.20 5.40
m/z 41.00 8.82%
5000
101.0
150 | 600 840
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098825.D

Aca On : 26 Sep 2017 11:46

Operator : SJ/JU

Sample = 15385-08

Misc :

ALS Vial : 39 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 2

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

6.68 64 .54 ng 2643850 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 781 (6.681 min): BF098825.D (-776) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 UL A R R
40.1 540 J 6.40 6.60 6.80 7.00
et :|-.|.'.8,1-9. Auso W m/z 68.10 37.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BN S A
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.12%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.83%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! —rr e e e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .51%
74.0
5000 9go 1160
: IIIIIII‘I\I\I\I ""“l ||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I R B S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098825.D

Aca On : 26 Sep 2017 11:46

Operator : SJ/JU

Sample = 15385-08

Misc :

ALS Vial : 39 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 Heptacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.86 2.35 ng 130390 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 64
4 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 64
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 64
Abundance Scan 1492 (10.863 min): BF098825.D (-1486) (-) m/z 57.10 100.00%
57.1
5000 85.0
113.1 R IR SRR
\I ||P“m 10.60 10.80 11.00 11.20
Al b B o S B m/z 71.10 81.84%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 L SN SR SULRIRN S
85.0 10,60 10.80 11.00 11.20
m/z 43.00 51.99%
290/ || 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
10,60 10.80 11.00 11.20
5000 85.0 m/z 85.05 37.50%
11301410 183.0211.0239.0267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester IS A
57.0 10.60 10.80 11.00 11.20
m/z 41.05 24 .96%
5000
29.0 8501130
I\‘I\II\IwJI\IL‘IwIIJ‘IJIIIIIII — T T R S REEmEmm s
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098825.D

Aca On : 26 Sep 2017 11:46

Operator : SJ/JU

Sample = 15385-08

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.02 2.73 ng 100537 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2369 (16.021 min): BF098825.D (-2364) (-) m/z 57.05 100.00%

51.0
5000

99.0 L LA s e s e ]
410 183 2210 2811 15.80 16.00 16.20 16.40
...-.,.n-i|"fl e — m/z 71.05 75.50%

m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0

5000 LA L L L L L L LB
1580 16.00 16.20 16.40
99.0 m/z 43.05 57 .14%
200 ‘ h i \\ | }41 -0 1830 2250 2810  337.0 3940
i B = SN
miz--> 50 100 150 200 250 300 350
Abundance
57.0
AR i,
15.80 16.00 16.20 16.40
5000 m/z 85.10 52.14%
99.0
27,0 141.0 183.0 2250 267.0 309.0 380.0
R e S Lt e S AL SR L
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 15.80 16.00 16.20 16.40
m/z 55.00 24 .59%
5000
99.0
239.0
‘ 1 LAy fare 1830 "7 2600 3080 3520
T T T T e T Py L
miz--> 50 100 150 200 250 300 350 1580 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098825.D

Aca On : 26 Sep 2017 11:46

Operator : SJ/JU

Sample = 15385-08

Misc :

ALS Vial : 39 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 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.54 3.74ng 137408 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heneicosane 206 C21H44 000629-94-7 91

2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 2457 (16.539 min): BF098825.D (-2452) (-) m/z 57.00 100.00%
5%.0
IUNAUMUASUNA VRS
113.0 16.20 16.40 16.60 16.80
141.1169.0
_— ,I| AT 411690, 2100 gmpn R
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 IUNAMUARSUNUNARES
16.20 16.40 16.60 16.80
9.0 113.0 m/z 43.05 60.47%
m/z--> §o 160 1%0 260 250 360 3éo
Abundance
57.0
16.20 16.40 16.60 16.80
5000 85.0 m/z 85.05 49 .49%
113.0
29.0 141.0169.0  211.0239.0267.0295.0323.0 352.0
m/z--> §o 160 1%0 260 2%0 360 3éo
Abundance #94346: Heptadecane
57.0 16.20 16.40 16.60 16.80
m/z 55.00 20.22%
85.0
5000
29.0
m/z--> §o 160 1%0 260 2éo 360 3éo 1&20 1&20 1&60 1&%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098825.D

Aca On : 26 Sep 2017 11:46

Operator : SJ/JU

Sample = 15385-08

Misc :

ALS Vial : 39 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 6
R.T. EstConc Area Relative to ISTD R.T.
17.16 3.66 ng 134564 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2563 (17.162 min): BF098825.D (-2554) (-) m/z 57.00 100.00%
57.0
%t 16,80 17.00 17.20 17.40
155 l ]_93 0 282 0 . . . .
e J‘|N e m/z 71.05  76.16%
m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 A AL BRI AR
mmﬂmﬂmﬂm
99.0 m/z 85.10 58.55%
27.0 ‘ h L) e 1830 2250 2620
m/z--> 50 160 150 200 250 300 3%0
Abundance
57.0
16.80 17.00 17.20 17.40
5000 m/z 43.05 57 .39%
99.0
141.0 1830 2250 267.0 309.0 367.0
m/z--> 55 160 150 200 250 300 3%0
Abundance #202661: Heptacosane B B e
57.0 16.80 17.00 17.20 17.40
m/z 55.00 19.56%
5000
99.0
27.0{ j ] tl.\.}4%°‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> % 1m 1% 2m 250 3& 3% mmﬂmﬂmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092517\
Data File : BF098825.D

Acq On : 26 Sep 2017 11:46

Operator : SJ/JU

Sample - 15385-08

Misc :

ALS Vial : 39 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 8.6 ng 352551 1 6.91 819315 20.0
2-Pentanone, 4-hy... 5.13 5.8 ng 238413 1 6.91 819315 20.0
unknown6 .68 6.68 64.5 ng 2643850 1 6.91 819315 20.0
Heptacosane 10.86 2.4 ng 130390 4 11.43 1108200 20.0
Octacosane 16.02 2.7 ng 100537 6 15.56 735394 20.0
Heneicosane 16.54 3.7 ng 137408 6 15.56 735394 20.0
Eicosane 17.16 3.7 ng 134564 6 15.56 735394 20.0
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