LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033886.D

Aca On : 20 Apr 2018 15:02

Operator : SJ/JU

Sample : J2448-02

Misc :

ALS Vial : 7 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 G\METHODS\8270-BG041918.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 4.997 285 291 301 rBV 89628 137981 2.66% 0.430%
2 5.449 361 368 382 rVB 1526187 2422943 46.66% 7 .549%
3 7.006 624 633 646 rBY 1582011 2761783 53.19% 8.604%
4 7.371 687 695 703 rBY 1528692 2549285 49.10% 7.942%
5 7.835 767 774 781 rVB 278215 457263 8.81% 1.425%
6 8.152 820 828 840 rVB 1102714 1869562 36.01% 5.825%
7 8.986 960 970 981 rBV 868032 1535896 29.58% 4.785%
8 10.620 1240 1248 1255 rVB 370012 657661 12.67% 2.049%
9 13.093 1661 1669 1679 rVB 2236441 3449887 66.44% 10.748%
10 13.928 1805 1811 1818 rBvV 301473 427142 8.23% 1.331%
11 14.468 1896 1903 1912 rVB2 578736 921067 17.74% 2.870%
12 15.349 2048 2053 2058 rVB 50251 62893 1.21% 0.196%
13 15.955 2149 2156 2169 rVB 1884109 2911526 56.07% 9.071%
14 16.213 2195 2200 2209 rBvV 44284 70764 1.36% 0.220%

15 17.218 2364 2371 2381 rVB 800033 1179849 22.72% 3.676%

16 18.140 2520 2528 2544 rBV 426825 711867 13.71% 2.218%
17 19.421 2741 2746 2760 rBV 212480 391642 7.54% 1.220%
18 19.574 2768 2772 2778 rVB 66371 80794 1.56% 0.252%
19 19.856 2814 2820 2826 rBV 3835220 5192428 100.00% 16.177%
20 20.561 2930 2940 2946 rBV 397058 737071 14.20% 2.296%

21 20.608 2946 2948 2955 rVvVv 167378 247822 4.77% 0.772%
22 20.667 2955 2958 2970 rVB 52175 91172 1.76% 0.284%
23 21.178 3040 3045 3062 rBvV 132567 251103 4.84% 0.782%
24 21.478 3089 3096 3105 rVB 885243 1417295 27.30% 4.416%
25 21.636 3118 3123 3135 rBV3 41116 100381 1.93% 0.313%

26 22.946 3340 3346 3351 rBV3 33661 61810 1.19% 0.193%
27 24.539 3605 3617 3627 rBV2 524334 1398188 26.93% 4 _.356%

Sum of corrected areas: 32097075
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG042018\

BG033886.D

20 Apr 2018 15:02

SJ/Ju

J2448-02

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG033886.D

7.01 737

8.99

783 10.62

500

0

Time--> 3.50

4.00 4.50 5.00 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 12.50

Abundance

3500000

3000000

2500000

.09

2000000

1500000

1000000

500000

0

TIC: BG033886.D

19,86

15.95

17.22 21.48

14.47

13.93 18.14

20.56

19, 6
1535 ||16.21 %7 2118 b o4

2
.57

Time-->

13.

A
LN B N I N N B N N B O [ B B O N N N B D L B O B B

50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000
P.95

TIC: BG033886.D

24.54

Time--> 23.00

23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG041918.

M Mon Apr 23 14:44:29 2018 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033886.D

Aca On : 20 Apr 2018 15:02

Operator : SJ/JU

Sample : J2448-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 5

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

5.00 6.04 ng 137981 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 50
3 Cvcloserine 102 C3H6N202 000068-41-7 42
4 3-Hexanol 102 C6H140 000623-37-0 33
5 3-0Octanol 130 C8H180 000589-98-0 33

Abundance Scan 292 (5.003 min): BG033886.D (-285) (-) m/z 43.00 100.00%
43
59
5000
101 0k 4 5h0 550 Bk
O Sl Sl 6773 &8 | 5e 00 52.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IR SN SR R
460 480 500 520 5.40
m/z 58.00 16.99%
15 31 101
o | 25 7 37, 53 83
miz--> e A e A A AR A
Abundance
59
460 480 500 520 540
5000 m/z 101.00 16.61%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4183:Cycloserine | S N L LN LN N L
43 460 4.80 5.00 520 5.40
5o m/z 41.00 10.54%
5000
74
102
N R R R R A R AR A R ISR SN SR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033886.D

Aca On : 20 Apr 2018 15:02

Operator : SJ/JU

Sample : J2448-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown7.37 Concentration Rank 1

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

7.37 111.50 ng 2549290 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Xenon 132 Xe 007440-63-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 695 (7.371 min): BG033886.D (-687) (-) m/z 131.90 100.00%
132
5000 68
96 UL L AL L
40
54 ‘J.ﬁﬂ ?? | %951¥5,.." 7.00 7.20 7.40 7.60 7.80

) S [ BPVY Ml . =t S — m/z 68.00 46.68%
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propiony!
57 132
74
116
5000 98 LA NI L L L L B LB L B
7.00 7.20 7.40 7.60 7.80
m/z 133.90 33.62%
oy | s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
B e e e N EmE
7.00 7.20 7.40 7.60 7.80
5000 m/z 66.00 29.84%
66
Ot T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A e e AR
132 7.00 7.20 7.40 7.60 7.80
m/z 68.95 19.42%
117
5000
39 91
27 7 5165 77 ‘ 105 ‘
0,.h..f.ﬂM,W..M.u:.pﬂnlu.w‘.“...,..”,.... Y S .
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033886.D

Aca On : 20 Apr 2018 15:02

Operator : SJ/JU

Sample : J2448-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.14 12.07 ng 711867 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 81
Abundance Scan 2528 (18.140 min): BG033886.D (-2520) (-) m/z 73.00 100.00%
48 60 73
5000 129
97 213 IS .- S—
1| 14315717185 0 256 17.80 18.00 18.20 18.40
o/ "l m/z 43.00 99.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 A AR AR B
ﬂmmmmmmm
m/z 60.00 88.78%
1Ji 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 rrrrrryrrrTryTTTr e rery
17.80 18.00 18.20 18.40
5000 129 m/z 56.95 75.23%
29 87 185
115 143 __171 228
oL1s 101 157 199212
m/z--> 25 Jo eb éo 160 150 150 160 180 260 220 250 2éo
Abundance #72647: Tridecanoic acid T R
60 73 ﬂmmmmmmm
43 m/z 41.00 73.88%
129
5000 -
143157 214
0<

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033886.D

Aca On : 20 Apr 2018 15:02

Operator : SJ/JU

Sample : J2448-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.42 5.53 ng 391642 Chrysene-di12 21.48
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
Abundance Scan 2746 (19.421 min): BG033886.D (-2741) (-) m/z 43.00 100.00%
7B
5000 129
284 19.20 19.40 19.60 19.80
157
o 23 e 220 304 "m/z 72.95 99.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73
43
129
5000 28 284
19.20 19.40 19.60 19.80
m/z 57.00 79.37%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
19.20 19.40 19.60 19.80
5000 129 m/z 59.95 78.09%
28 97 199 242
157
o 58 113 180 | 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid R REEaE B e
78 19.20 19.40 19.60 19.80
43 m/z 55.00 66.21%
5000 129
185 228
171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033886.D

Aca On : 20 Apr 2018 15:02

Operator : SJ/JU

Sample : J2448-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.56 10.40 ng 737071 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 97
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Nonanamide 157 C9H19NO 001120-07-6 53
5 Octanamide 143 C8H17NO 000629-01-6 53
Abundance Scan 2940 (20.561 min): BG033886.D (-2930) (-) m/z 59.00 100.00%
59
5000 ﬂ\k
41
83 98119126 20.20 20.40 20.60 20.80
o 140154168 184198 220 238 264 281 /2 72.00 62820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 URAABUVAUVRRE
20,20 20.40 20.60 20.80
81 m/z 54.95 42.08%
) 2 98 112126140154 170184198 221 233 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
20.20 20.40 20.60 20.80
5000 m/z 41.00 34.14%
43
o 28 86100114128 149 170184198 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106564: Hexadecanamide i B e
59 20.20 20.40 20.60 20.80
m/z 43.00 25.49%
5000
43
I 861001141281421561701841982122262402
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 2éo 280 20,20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033886.D

Aca On : 20 Apr 2018 15:02

Operator : SJ/JU

Sample : J2448-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 Octadecanamide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.61 3.50 ng 247822 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 80
2 Octanamide 143 C8H17NO 000629-01-6 72
3 Nonanamide 157 C9H19NO 001120-07-6 72
4 Decanamide- 171 C10H21NO 002319-29-1 72
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 56
Abundance Scan 2948 (20.608 min): BG033886.D (-2946) (-) m/z 59.00 100.00%
59
5000 41 j\M
——
95 111126 180 204 282 20.20 20.40 20.60 20.80 21.00
o 152166 " 134208741239 267 m/z 41.00 42.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130204: Octadecanamide
59
5000 ERUARRUAR UL
mmmmmmmmmm
43 m/z 72.00 40.19%
o 520 | B o8 1%4128142156170184198212226240254268283
m/z--> 26 4b eb 50 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
59
20,20 20.40 20.60 20.80 21.00
5000 m/z 69.00 31.33%
44
15 29 86100114, ,5143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29478: Nonanamide A REEEEEEEEE S
59 20.20 20.40 20.60 20.80 21.00
m/z 55.00 24 .19%
5000 /ﬁw\M\w
43
o152 | | 8100114128142157
m/z--> 26 4b eb 50 160 120 150 1éo 180 200 220 240 2éo 2éo 2020 2040 2060 2080 2100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033886.D

Aca On : 20 Apr 2018 15:02

Operator : SJ/JU

Sample : J2448-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 Cyclopentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.18 3.54 ng 251103 Chrysene-di12 21.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 3045 (21.178 min): BG033886.D (-3040) (-) m/z 57.00 100.00%

57 83

5000

:

20.80 21.00 21.20 21.40
m/z 83.00 89.36%

139

168 208 238 267

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane
55

-

5000
20.80 21.00 21.20 21.40

m/z 43.00 88.20%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
A o b
20.80 21.00 21.20 21.40
5000 41 11 m/z 55.00 85.33%
139
0 19 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #191698: Bromoacetic acid, hexadecy! ester L B C e e
43 20.80 21.00 21.20 21.40

69 m/z 68.95 75.31%

5000

5

141 16 196 222

0..,.L.a‘il. DL e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
Data File : BG033886.D

Acq On : 20 Apr 2018 15:02

Operator : SJ/JU

Sample - J2448-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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... 5.00 6.0 ng 137981 1 7.83 457263 20.0
unknown7 .37 7.37 111.5 ng 2549290 1 7.83 457263 20.0
n-Hexadecanoic acid 18.14 12.1 ng 711867 4 17.22 1179850 20.0
Octadecanoic acid 19.42 5.5 ng 391642 5 21.48 1417300 20.0
9-Octadecenamide, ... 20.56 10.4 ng 737071 5 21.48 1417300 20.0
Octadecanamide 20.61 3.5 ng 247822 5 21.48 1417300 20.0
Cyclopentadecane 21.18 3.5 ng 251103 5 21.48 1417300 20.0
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