LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099804.D

Aca On 24 Oct 2017 22:46

Operator : SJ/JU

Sample = 15956-06

Misc :

ALS Vial : 23 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-BF102317.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 5.028 497 500 518 rBV 166334 260616 14.55% 1.668%
2 5.428 565 568 590 rBVY 1634497 1672318 93.34% 10.704%
3 6.445 737 741 759 rBVY 1582898 1648078 91.99% 10.549%
4 6.575 759 763 772 rVB 1929223 1742551 97.26% 11.154%
5 6.804 799 802 812 rBV 578580 493115 27.52% 3.156%
6 6.957 825 828 843 rBVY 1486443 1311491 73.20% 8.395%
7 7.375 895 899 918 rBVY 1048185 1017492 56.79% 6.513%
8 8.086 1016 1020 1031 rBV 826573 684235 38.19% 4 .380%
9 8.645 1112 1115 1123 rBV 78689 68272 3.81% 0.437%
10 9.163 1198 1203 1206 rBvV 2041399 1791665 100.00% 11.468%
11 9.557 1268 1270 1278 rBB 28541 24797 1.38% 0.159%

12 9.839 1315 1318 1330 rVB 796230 717235 40.03% 4_.591%
13 10.557 1436 1440 1450 rBB 201827 172590 9.63% 1.105%
14 10.633 1450 1453 1468 rBV 913343 840873 46.93% 5.382%
15 11.333 1568 1572 1580 rBV 703432 592708 33.08% 3.794%

16 12.915 1837 1841 1844 rBV 1248752 1083567 60.48% 6.936%

17 13.798 1988 1991 2000 rBvV3 24731 33360 1.86% 0.214%
18 13.980 2018 2022 2032 rBvV 538172 480576 26.82% 3.076%
19 15.051 2200 2204 2208 rVB 25504 27906 1.56% 0.179%
20 15.421 2262 2267 2268 rBV 43034 53073 2.96% 0.340%
21 15.445 2268 2271 2281 rVB 366762 467368 26.09% 2.992%
22 15.839 2333 2338 2347 rBV 49564 78073 4 .36% 0.500%
23 16.333 2415 2422 2430 rBV 52704 92419 5.16% 0.592%
24 16.903 2513 2519 2530 rBV3 41313 80589 4 _.50% 0.516%
25 17.580 2626 2634 2645 rBV4 37671 94210 5.26% 0.603%
26 18.380 2764 2770 2779 rBV5 18355 51227 2.86% 0.328%
27 19.344 2926 2934 2940 rBV7 14100 42447 2.37% 0.272%
Sum of corrected areas: 15622851
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF102417\
: BF099804.D

: 24 Oct 2017 22:46

: SJ/JU

: 15956-06

- 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF099804.D

5.43

5.03

6.57

6.45

6.96

7.37

6.80

0
Time-->

5.00

5.50

6.00

Abundance
2000000

1500000

1000000

500000

TIC: BF099804.D

10.63
11.33

10.56

9.56

12.92

0
Time-->

9.50 10.00 10.50 11.00 11.50

12.00

12.50

T T
13.00 13.50

Abundance
2000000

1500000

1000000

500000

13.80
0 Lo

TIC: BF099804.D

13.98
15.44

15/42 16.33 16.90
N

15.05

17.58

18.38 19.34

Time-->

16.00 16.50 17.00

15.00

15.50

14.00 14.50

17.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099804.D

Aca On : 24 Oct 2017 22:46

Operator : SJ/JU

Sample = 15956-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 3

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

5.03 10.57 ng 260616 1,4-Dichlorobenzene-d4 6.80
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-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 500 (5.028 min): BF099804.D (-497) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 83.0 460 4.80 5.00 5.20 5.40
S 1 1T | M M S m/z 59.00 63.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LN L I
59.0 460 480 500 520 5.40
0,
150 4, 1010 m/z 101.10 24 .04%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 41.0 m/z 58.00 16.47%
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|— | BSLLES NLALELELE LEL  ILEL B LI
43.0 460 4.80 5.00 5.20 5.40
m/z 41.00 8.78%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0"w'“w'”wh'“ﬂl“l“L|“'ﬁ“'wﬁqﬂ'“'b“'v'“v'“l““l“'w SRR SRR R S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099804.D

Aca On : 24 Oct 2017 22:46

Operator : SJ/JU

Sample = 15956-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.57 Concentration Rank 1

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

6.57 70.68 ng 1742550 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF099804.D (-759) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 520 | | %.0 J 620 640 6.60 6.80 7.00
o} o T e B m/z 68.10 39.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 SRR AR SRR
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.28%
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 24 .35%
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 e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.71%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN A N | S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099804.D

Aca On : 24 Oct 2017 22:46

Operator : SJ/JU

Sample = 15956-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.56 4.81 ng 172590 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 59
3 2-(2-0x0-2-phenvl-ethvI)-malonon... 184 C11H8N20 1000296-76-9 47
4 Benzovl isothiocvanate 163 C8H5NO0S 000532-55-8 46
5 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 43
Abundance Scan 1441 (10.563 min): BF099804.D (-1436) (-) m/z 105.00 100.00%
105.0
770 182.1
5000
51.0 NSRS
| 1521 10.20 10.40 10.60 10.80
Ob e e e ey m/z 182.10 63.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 NSNS SRR
10.20 10.40 10.60 10.80
51.0 m/z 77.00 55.63%
o ‘ 910 | 1260 1520
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77.0
10.20 10.40 10.60 10.80
5000 51.0 m/z 51.00 18.00%
182.0
105.0
o 27.0 91.0 128.0 152'0167.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48621: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile R e e
105.0 10.20 10.40 10.60 10.80
m/z 181.00 11.88%
77.0
5000
51.0
o 370 || L 910 | 1280 1540 1840
m/z--> 20 40 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099804.D

Aca On : 24 Oct 2017 22:46

Operator : SJ/JU

Sample = 15956-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.84 3.34 ng 78073 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 2338 (15.839 min): BF099804.D (-2333) (-) m/z 57.05 100.00%
57.0
85.1
5000

15.60 15.80 16.00 16.20

Obrrrprrrr et m/z 71.05 70.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000
15.60 15.80 16.00 16.20
m/z 85.10 56.14%
29 0 1130 1410
. L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnulnup.npu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
85.0 15.60 15.80 16.00 16.20
5000 m/z 43.05 50.07%
29.0 113.0

141.0 169.0 197.0 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane B i B S
57.0 15.60 15.80 16.00 16.20

m/z 99.10 21.89%
85.0
5000
29.0
¥R 130 1410 197.0

Y SN Yt S NN  NR—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099804.D

Aca On : 24 Oct 2017 22:46

Operator : SJ/JU

Sample = 15956-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.33 3.95 ng 92419 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 2422 (16.333 min): BF099804.D (-2415) (-) m/z 57.05 100.00%
5%.0
5000
9.0 USRNSSR IR BUURRE
I 141.1 2079 16.00 16.20 16.40 16.60
o N N o m/z 71.10 86.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000
16.00 16.20 16.40 16.60
99.0 m/z 85.00 56.08%
ol y ) 1410 1830 2250 2670 3090 3510 4220
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57.0
16.00 16.20 16.40 16.60
5000 m/z 43.05 50.36%
99.0
o280, | | [ 1410 1830 2250 267.0 3230 3800
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane e
57.0 16.00 16.20 16.40 16.60
m/z 99.00 22.23%
5000
99.0
oL.25l0 \ | J | 141.0 1830 225.0 296.0
m/z--> éo 100 1éo 200 250 360 3%0 460 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099804.D

Aca On : 24 Oct 2017 22:46

Operator : SJ/JU

Sample = 15956-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.58 4.03 ng 94210 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 2634 (17.580 min): BF099804.D (-2626) (-) m/z 57.05 100.00%
57.0
5000
21 a0 e 17120 1740 1760 1780
ol b L S e M/Z 71.05  78.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57.0
5000
17.20 17.40 17.60 17.80
m/z 85.00 64 .43%
0 Wkﬂﬂwd‘¥699“ 253.0 309.0 379.0  477.0 533.0 _ 618.0
m/z--> 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
17.20 17.40 17.60 17.80
5000 m/z 43.00 53.84Y%
113.0 169.0 571 o
O T o o e A I i o L
m/z--> 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #209565: Octacosane e AR mEEES
57.0 17.20 17.40 17.60 17.80
m/z 69.10 23.22%
5000
113.0
ol | ,169.0 2250 2810 3370 3940
m/z--> 5'0 1(')0 150 200 250 300 350 400 4&'30 5(')0 5&'30 6(|)O 17.20 17.40 17. 60 17|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102417\
Data File : BF099804.D

Aca On : 24 Oct 2017 22:46

Operator : SJ/JU

Sample = 15956-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.38 2.19 ng 51227 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Pentacosane 352 C25H52 000629-99-2 72
3 Tetracosane 338 C24H50 000646-31-1 64
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 64
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 64

Abundance Scan 2770 (18.380 min): BF099804.D (-2764) (-) m/z 57.00 100.00%
5%.0
5000
99.0 e e
| | | f40 207.0 281.0 18.00 18.20 18.40 18.60
ob—L L, "",'....,'....,...'.....,...., m/z 71.05 60.54%
m/z--> 50 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000
18.00 18.20 18.40 18.60
99.0 m/z 85.05 50.76%
027‘\0‘\‘ ‘ h i \\ | }410 1830 2250 2810 337.0  394.0
m/z--> 50 100 150 260 2éo 360 3%0 '
Abundance
57.0
18.00 18.20 18.40 18.60
5000 m/z 43.00 43.81%
99.0
o270 141.0 1830 2250 267.0 3000 352.0
m/z--> §o 160 150 260 250 360 3%0 '
Abundance #175555: Tetracosane e EARRs RS
57.0 18.00 18.20 18.40 18.60
m/z 99.00 24 .96%
5000
99.0
o210 L g 18 1839 2250 2670 30003380
m/z--> §o 160 150 260 2éo 360 3%0 ' 18.00 18.20 1840 18.60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102417\
Data File : BF099804.D

Acq On 24 Oct 2017 22:46

Operator : SJ/JU

Sample - 15956-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 5.03 10.6 ng 260616 1 6.80 493115 20.0
unknown6 .57 6.57 70.7 ng 1742550 1 6.80 493115 20.0
Benzophenone 10.56 4.8 ng 172590 3 9.84 717235 20.0
Heneicosane 15.84 3.3 ng 78073 6 15.44 467368 20.0
Triacontane 16.33 4.0 ng 92419 6 15.44 467368 20.0
Tetratetracontane 17.58 4.0 ng 94210 6 15.44 467368 20.0
Octacosane 18.38 2.2 ng 51227 6 15.44 467368 20.0
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