LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033993.D

Aca On : 25 Apr 2018 19:08

Operator : SJ/JU

Sample : J2543-01

Misc :

ALS Vial : 10 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 5.439 359 366 378 rBV 583933 924444 13.21% 3.281%
2 6.402 524 530 541 rVB 88645 159154 2.27% 0.565%
3 6.996 624 631 644 rVB 400469 656537 9.38% 2.330%
4 7.360 686 693 711 rBVY 1055085 1832817 26.19% 6.505%
5 7.830 764 773 779 rVB 219941 376947 5.39% 1.338%

8.147 819 827 839 rVB 1034412 1739862 24.86% 6.175%
8.976 955 968 976 rBV 866908 1535938 21.95% 5.451%
10.609 1239 1246 1254 rBV 340426 599472 8.57% 2.128%
2697968 4088636 58.42% 14.511%
14.457 1893 1901 1910 rVB2 605912 945962 13.52% 3.357%
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11 15.950 2148 2155 2165 rBV 2177215 3251576 46.46% 11.540%
12 16.144 2181 2188 2192 rBV 116953 176321 2.52% 0.626%
13 17.207 2363 2369 2376 rBV 825613 1276664 18.24% 4_.531%
14 18.118 2520 2524 2535 rBV 151548 251285 3.59% 0.892%
15 19.405 2738 2743 2750 rBvV2 108198 165066 2.36% 0.586%

16 19.845 2812 2818 2825 rBV 5079962 6998308 100.00% 24.837%
17 21.156 3036 3041 3047 rBV2 97415 158459 2.26% 0.562%

18 21.467 3087 3094 3101 rBV 994078 1549131 22.14% 5.498%
19 24.522 3603 3614 3624 rBvV2 553732 1489944 21.29% 5.288%

Sum of corrected areas: 28176523
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033993.D

Aca On : 25 Apr 2018 19:08

Operator : SJ/JU

Sample : J2543-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG033993.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033993.D

Aca On : 25 Apr 2018 19:08

Operator : SJ/JU

Sample : J2543-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Formamide, N,N-diethyl- Concentration Rank 3

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

6.40 8.44 ng 159154 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 91
2 Propanamide. N-ethvl- 101 C5H11NO 005129-72-6 32
3 Thiocarbamic acid. N.N-diethvl-S... 204 C9H20N20S 070151-21-2 25
4 N.N.N"-Trimethvl-1.3-propanediamine 116 C6H16N2 004543-96-8 25
5 1,2-Ethanediamine, N,N,N"-trimet... 102 C5H14N2 000142-25-6 16

Abundance Scan 530 (6.402 min): BG033993.D (-524) (-) m/z 58.00 100.00%
58
101
44
5000 36
| 7|2 6.00 6.20 640 6.60 6.80
ot m/z 101.00 80.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4094: Formamide, N,N-diethyl-
30 .
101
5000 RS RS RS LR
44 86 6.00 6.20 6.40 6.60 6.80
H 72 m/z 43.95 48 .25%
0"“|'“"m"l\"“|""F“"|""w"'|"“|""|“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
29 101
4 NSNS SRR
57 72 6.00 6.20 6.40 6.60 6.80
5000 m/z 86.00 36.69%
15 86
S L L UL S S L B B S WL W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64890: Thiocarbamic acid, N,N-diethyl-S-(diethylamino)-
58 6.00 6.20 6.40 6.60 6.80
m/z 42.00 19.87%
5000 44
72
o ll, || | 8 100 116 129 144 160172 188 204
m/z--> 20 40 6|O 80 1(')0 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033993.D

Aca On : 25 Apr 2018 19:08

Operator : SJ/JU

Sample : J2543-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.36 Concentration Rank 1

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

7.36 97.25 ng 1832820 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 693 (7.360 min): BG033993.D (-686) (-) m/z 131.90 100.00%
5000 68
96 rrrTTTrTTT T T T T T T T
40 5y J 7.00 7.20 7.40 7.60
ol |7 e |agsms |l 77 68.00  44.70%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U L SR L
7.00 7.20 7.40 7.60
31 51 78 m/z 133.90 31.98%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 7.40 7.60
5000 m/z 66.00 27 .72%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e
57 132 7.00 7.20 7.40 7.60
24 m/z 69.00 17.84%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, N
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033993.D

Aca On : 25 Apr 2018 19:08

Operator : SJ/JU

Sample : J2543-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown-16.14 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.14 2.76 ng 176321 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3:4.5-Bis(2-butenvlene)tetrahy... 204 C13H1602 000126-15-8 38
2 Methvlenecvclopropanecarboxvlic ... 98 C5H602 062266-36-8 27
3 Cotinine 176 C10H12N20 000486-56-6 22
4 3-Furanmethanol 98 C5H602 004412-91-3 16
5 3H-Pyrazole, 3,4-diamino- 98 C3H6N4 1000288-40-0 14
Abundance Scan 2187 (16.138 min): BG033993.D (-2181) (-) m/z 97.90 100.00%

5000

15.80 16.00 16.20 16.40

0 m/z 78.95 63.26%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64138: 2,3:4,5-Bis(2-butenylene)tetrahydrofurfural
79
175
5000
15.80 16.00 16.20 16.40
m/z 174.90 50.11%
oo 121 442157 204
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
98
 REm e e e
15.80 16.00 16.20 16.40
5000 53 m/z 151.90 39.85%
81
o 37
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #42199: Cotinine e EaaasemessT
98 15.80 16.00 16.20 16.40

m/z 77.00 33.08%

5000{ 42

‘ Jh \H \u Ll 1:|I-9 1‘\17 17‘6

e -

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033993.D

Aca On : 25 Apr 2018 19:08

Operator : SJ/JU

Sample : J2543-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.12 3.94 ng 251285 Phenanthrene-d10 17.21
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2524 (18.118 min): BG033993.D (-2520) (-) m/z 72.95 100.00%
43 60 73
5000 129
97 213
115 | 143157171185 001 sy 256 17.80 18.00 18.20 18.40
(o} m/z 43.00 89.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 UL BRI SULLILN B B

17. 80 18. 00 18. 20 18.40

m/z 59.95 79.06%
213
‘J‘H' 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R REARR R s R
17.80 18.00 18.20 18.40
5000 129 m/z 41.00 71.31%
29 87 185
115 143 __171 228
oL1s 101 157 199515
R R B o e e R RARAERRmms
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R SN o e s EAM e
43 60 73 17.80 18.00 18.20 18.40
m/z 56.95 68.81%
5000 129
29
199
143 157171185 242
ol15
R i
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\BG042518\
Data File : BG033993.D

Aca On : 25 Apr 2018 19:08

Operator : SJ/JU

Sample : J2543-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.40 2.13 ng 165066 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2742 (19.399 min): BG033993.D (-2738) (-) m/z 43.00 100.00%
48 73
57
5000
143157 19.00 19.20 1940 19.60 19.80
Ot m/z 72.90 91.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
5000 129 NN ISR NN B
19.00 19.20 19.40 19.60 19.80
284 m/z 57.00 69.36%
ZT 143,5,171
0 |||||‘|||‘|‘=‘||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
19.'00 19.'20 19.'40 19.|60 19.I80
5000 129 m/z 60.00 64 .84%
28 87 242
143 199
115 157171185
0 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84454: Tetradecanoic acid
43 73 19.00 19.20 19.40 19.60 19.80
57 m/z 55.00 63.32%
5000 129 228
2
(o} .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1950 1dzo 19h0 1560 1580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042518\
Data File : BG033993.D

Aca On : 25 Apr 2018 19:08

Operator : SJ/JU

Sample : J2543-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.16 2.05 ng 158459 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3042 (21.161 min): BG033993.D (-3036) (-) m/z 43.00 100.00%

43

83

5000

:

20.80 21.00 21.20 21.40
m/z 57.00 85.37%

7 154 175 194210226243 270
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151537: 1-Docosene
57 97
41
5000 20.80 21.00 21.20 21.40
308 : : : :
125 - m/z 83.00 77.81%
NECHI 181 2090 238 264280
ARRRRRANRRR:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 R N A EREas s
41 20.80 21.00 21.20 21.40
5000 m/z 55.00 77.76%
125
0 15 8l 154 180196 224 9251 269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
T T T T T

Abundance #155046: 1-Heneicosanol B e R B
20.80 21.00 21.20 21.40

m/z 97.00 76 .39%

5000

:

167 196 222238 266 294
L R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042518\
Data File : BG033993.D

Acq On : 25 Apr 2018 19:08

Operator : SJ/JU

Sample - J2543-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918._M
Quant Title : 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]
Formamide, N,N-di... 6.40 8.4 ng 159154 1 7.82 376947 20.0
unknown? .36 7.36 97.3 ng 1832820 1 7.82 376947 20.0
unknown-16.14 16.14 2.8 ng 176321 4 17.21 1276660 20.0
n-Hexadecanoic acid 18.12 3.9 ng 251285 4 17.21 1276660 20.0
Octadecanoic acid 19.40 2.1 ng 165066 5 21.47 1549130 20.0
1-Docosene 21.16 2.0 ng 158459 5 21.47 1549130 20.0
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