LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO70918\

Data File : BM015848.D

Aca On : 09 Jul 2018 18:13 Instrument :

Operator : SJ/JU EFA%Q el
- _ lentosampleld :

3?22'6 : J3888-02 AOC7-BTM-6-6.5

ALS Vial : 11 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 M\METHODS\8270-BM070518 .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 5.322 341 346 359 rVB 266894 425647 4 _.45% 0.889%
2 5.804 421 428 444 rBV 2394138 3715639 38.84% 7.763%
3 7.451 701 708 724 rBVY 2521139 4198759 43.89% 8.772%
4 7.828 765 772 787 rBVY 2586357 4288428 44.83% 8.959%
5 8.298 845 852 860 rBV 396981 672577 7.03% 1.405%

8.622 900 907 921 rBV 1830376 3057523 31.96% 6.388%
9.486 1047 1054 1073 rBV 1488024 2512164 26.26% 5.248%
11.128 1326 1333 1341 rBV 524133 876885 9.17% 1.832%
13.545 1737 1744 1755 rBV 3887541 5506493 57.56% 11.504%
14.363 1878 1883 1896 rBVY 358944 515763 5.39% 1.078%

=
QO ~NO®

11 14.921 1972 1978 1990 rVB2 744959 1141914 11.94% 2.386%
12 16.398 2223 2229 2243 rBV 3529761 4916725 51.40% 10.272%
13 17.645 2435 2441 2453 rBV 978857 1415706 14.80% 2.958%
14 18.486 2576 2584 2595 rBV 495935 691330 7.23% 1.444%
15 19.733 2791 2796 2809 rBV 266639 384109 4.02% 0.802%

16 20.209 2871 2877 2882 rBV 8258320 9565801 100.00% 19.984%
17 21.421 3078 3083 3094 rBvV 395971 693749 7.25% 1.449%

18 21.756 3134 3140 3150 rVB 1225852 1696095 17.73% 3.543%
19 24.150 3541 3547 3558 rvB2 780028 1591142 16.63% 3.324%

Sum of corrected areas: 47866449
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO70918\

Data File : BM015848.D

Aca On : 09 Jul 2018 18:13

Operator : SJ/JU

ﬁ?ggle i J3888-02 AOC7-BTM-6-6.5
ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM070518 .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: BM015848.D
8000000

6000000

4000000

5.80 7.45 1.83
8.62
2000000 0.45

532 8{.\30 11.13

L L

T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM015848.D
8000000 20121

6000000

13.55
4000000 16.40

2000000

17.64
14.92 18.49

14.36 19.73

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM015848.D
8000000

6000000
4000000

2000000
21.76
24.15

21.42 A tgﬂ

R B B e e e S —————————————

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO70918\

Data File : BM015848.D

Aca On - 09 Jul 2018 18:13

Operator : SJ/JU

ﬁ?ggle i J3888-02 AOC7-BTM-6-6.5
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 2

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

5.32 12.66 ng 425647 1,4-Dichlorobenzene-d4 8.30
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Propylamine 59 C3HON 000107-10-8 9

Abundance Scan 346 (5.322 min): BM015848.D (-341) (-) m/z 43.05 100.00%

43.0
5000 59.1

101.0 T 5k o ek
83.0
o S ..':|,....,....,|....,....,....,....,....,297.-9. m/z 59.10 48.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L L LB L |
59.0 5.00 5.20 5.40 5.60
0
15.0 1010 m/z 101.00 16.52%
1L ‘ Il Tl 83 0 L ‘
e B e L = T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
R RN AR RER s
5.00 5.20 5.40 5.60
5000 m/z 58.10 11.51%
59.0
27.0 101.0
78.0
e L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3831: 1-Butene, 4-ethoxy- e A
31.0 5.00 5.20 5.40 5.60
m/z 41.10 10.38%
59.0
5000
‘ 85.0
o .
e e e e e e e R R ARERER L
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO70918\

Data File : BM015848.D

Aca On - 09 Jul 2018 18:13

Operator : SJ/JU

ﬁ?ggle i J3888-02 AOC7-BTM-6-6.5
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 unknown7.83 Concentration Rank 1

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

7.83 127.52 ng 4288430 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 772 (7.828 min): BM015848.D (-765) (-) m/z 132.00 100.00%
13R.0
5000 68.1
40 oo oo | T TR 780 8bo Bk
o} : R e T m/z 68.10 42 _.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 A
7.40 7.60 7.80 8.00 8.20
70.0 m/z 66.10 34 .59%
310 g
0"'I”L'ILH'P”HJI“'”I”Q§P”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
740 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.88%
69.0
39.0
89.0 105.0
S S S I SR L L S L WY W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132.0 7.40 7.60 7.80 8.00 8.20

m/z 69.10 21.06%

5000

63.0
150 390 790 100 |

I
m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO70918\

Data File : BM015848.D

Aca On - 09 Jul 2018 18:13

Operator : SJ/JU

ﬁ?ggle i J3888-02 AOC7-BTM-6-6.5
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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

o

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.49 9.77 ng 691330 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2585 (18.492 min): BM015848.D (-2576) (-) m/z 43.10 100.00%
431 730
5000
129.1 ﬁg‘mMﬁAwﬂ\thﬁ_w~#
971 213.1
Il 157.1 185.1 %M%m 1820 1840 18,60 18.80
R R Eh - m/z 41.05 94 .93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0
18 20 18.40 18.60 18.80
256.0 m/z 73.00 89.98%

83.0
157.0 1850 213.0 .
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
430 730

18.20 18 40 18. 60 18.80

5000 129.0 m/z 60.00 80.93%
171.0
97.0 214.0
0 15.0 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R R e o  RRRE
43.0 | 73.0 18.20 18.40 18.60 18.80
m/z 55.10 76.54%
5000 129.0

15.0
_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO70918\
BMO15848.D

09 Jul 2018 18:13

SJ/JU

J3888-02

11 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

AOC7-BTM-6-6.5

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 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.73 4.53 ng 384109 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62

Abundance Scan 2796 (19.733 min): BM015848.D (-2791) (-) m/z 43.10 100.00%
43.1
73.1
5000
129.1
185.1 2412 o o O e SR
99.1 157 0 | 213 1 | ) 355.1 19.40 19.60 19.80 20.00
o SR Tt IV S i B PR MM S m/z 41.10 82.76%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 R EIREEEEEssEEEE
19.40 19.60 19.80 20.00
185.0 m/z 73.10 79.77%
96.0 1570, | 241.0  284.0
0 O O . O
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
R EREREEE RS SRR ey
19.40 19.60 19.80 20.00
5000 129.0 m/z 55.05 75.40%
199.0 242.0
101.0 157.0
e T T e e
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid e B L
60.0 19.40 19.60 19.80 20.00
m/z 60.00 72.80%
5000 129.0
‘ H 97.0 157.0 18502130  256.0
ol ‘ “JJM“”*‘J .J.‘.;.\.u. - e S
m/z--> 50 150 200 250 300 350 19. 40 19 60 19. 80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO70918\

Data File : BM015848.D

Aca On - 09 Jul 2018 18:13

Operator : SJ/JU

ﬁ?ggle i J3888-02 AOC7-BTM-6-6.5
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.42 8.18 ng 693749 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 3083 (21.421 min): BM015848.D (-3078) (-) m/z 43.05 100.00%
43.0
83.1
5000
R NI B SR R
21.20 21.40 21.60 21.80
o 167.1 221.0 281.0 343.0 /7 55.05 86_53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55.0
97.0
5000 RV B U
21.20 21.40 21.60 21.80
m/z 57.10 81.05%
o4, | | | ,\H\,‘M‘I (P00 0 seo
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
21.20 21.40 21.60 21.80
5000 m/z 41.05 69.99%
oliso L[| 101820 2950 weo
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol R L REEEeae s
580 oo 0 21.20 21.40 21.60 21.80
: m/z 83.10 66.32%
5000
0l29:0 | 1 | | ] }3?9 182.0 224.0 266.0
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1;0 4(|)O 21.20 21.40 21.60 21.80

8270-BMO70518_.M Tue Jul 10 12:18:07 2018 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO70918\

Data File : BM015848.D

Acg On : 09 Jul 2018 18:13

Operator : SJ/JU

3?22'6 i J3888-02 AOC7-BTM-6-6.5
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518_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... 5.32 12.7 ng 425647 1 8.30 672577 20.0
unknown7 .83 7.83 127.5 ng 4288430 1 8.30 672577 20.0
n-Hexadecanoic acid 18.49 9.8 ng 691330 4 17.64 1415710 20.0
Octadecanoic acid 19.73 4.5 ng 384109 5 21.76 1696100 20.0
1-Docosene 21.42 8.2 ng 693749 5 21.76 1696100 20.0
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