LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO060718\

Data File : BG034976.D

Aca On 8 Jun 2018 7:10 Instrument :

Operator : SJ/JU BNA_G

Sample - J3323-01 ClientSampleld :

Mi - 060418-JETT-E-D-B
isc :

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .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 5.644 394 401 409 rBV 286049 459238 11.52% 2.706%
2 7.224 661 670 681 rBV 211646 365411 9.16% 2.153%
3 7.606 728 735 743 rBV 531940 894033 22.42% 5.268%
4 8.076 809 815 821 rBV 176655 289087 7.25% 1.704%
5 8.399 862 870 880 rVB 739467 1252601 31.41% 7.381%

9.239 1004 1013 1021 rBV 618381 1100414 27.59% 6.484%
10.884 1286 1293 1302 rVB 216624 381927 9.58% 2.251%
13.328 1701 1709 1717 rBV 1834681 2791359 69.99% 16.449%
45458 66315 1.66% 0.391%
14.696 1936 1942 1950 rBV2 381608 614034 15.40% 3.618%
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11 15.995 2158 2163 2169 rVB 85139 105085 2.63% 0.619%
12 16.183 2188 2195 2205 rBV 950797 1485315 37.24% 8.753%
13 17.440 2401 2409 2415 rBV 516017 797824 20.01% 4.701%
14 18.333 2557 2561 2569 rBV 92313 136214 3.42% 0.803%
15 19.190 2702 2707 2715 rBvV2 151802 205189 5.15% 1.209%

16 19.607 2773 2778 2782 rBV2 67762 93936 2.36% 0.554%
17 20.054 2848 2854 2861 rVB 3190962 3988115 100.00% 23.501%
18 20.336 2897 2902 2905 rBV3 28481 43499 1.09% 0.256%
19 21.376 3074 3079 3088 rBV5 49062 95348 2.39% 0.562%

20 21.710 3129 3136 3144 rVB 576546 928109 23.27% 5.469%

21 24.953 3677 3688 3701 rVB2 298876 876924 21.99% 5.168%

Sum of corrected areas: 16969977
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060718\
Data File : BG034976.D

Aca On : 8 Jun 2018 7:10

Operator : SJ/JU

Sample : J3323-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\Methods\8270-BG060718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG034976.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060718\
Data File : BG034976.D

Aca On : 8 Jun 2018 7:10

Operator : SJ/JU

Sample : J3323-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG060718_.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 unknown7.61 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.61 61.85 ng 894033 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 736 (7.612 min): BG034976.D (-728) (-) m/z 132.15 100.00%
5000 68
40 * 10 720 7.40 7.60 7.80 8.00
e AR .6.1.'-.'.|,..':-.,..5.‘.7,....,.'!..,.1.1?3.,...., e | m/z 68.15  46.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 LS U AN
7.20 7.40 7.60 7.80 8.00
m/z 66.15 34.06%
15 28 3 52 577 90 104 g5

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
yal
69 P e
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 134.15 33.06%
78
31 54 o1
wwwmwmﬁrwwﬁmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T EE L B
132 7.20 7.40 7.60 7.80 8.00
m/z 69.15 20.90%
5000
104
51 66 77
14 27 37 44 °l 58 | 5. 89 97 || 115
T T e e e e e e R o RN I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060718\
Data File : BG034976.D

Aca On : 8 Jun 2018 7:10

Operator : SJ/JU

Sample : J3323-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG060718_.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 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.99 3.42 ng 105085 Acenaphthene-d10 14.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 3-Chloro2-fluorobenzoic acid. 3-... 370 C21H32CIF02 1000338-64-6 53
3 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 45
4 3-Chloro2-fluorobenzoic acid. 6-... 384 C22H34CIF02 1000338-65-3 42
5 3-Chloro2-fluorobenzoic acid, 3-... 384 C22H34CIF02 1000338-65-0 42
Abundance Scan 2162 (15.989 min): BG034976.D (-2158) (-) m/z 157.15 100.00%
187
5000
115
8w 205 e 1560 1580 15,00 1620 1640
e e A b m/z 115.15  35.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123853: Triethyl citrate
157
s 115 15.60 15.80 16.00 16.20 16.40
203 m/z 111.05 12.05%
.
1! M
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
157
15.60 15.80 16.00 16.20 16.40
5000 m/z 43.15 11.26%
196
43 69 97 129
mz-> 50 100 150 200 250 300 350 400 450
Abundance #73862: Ethylmalonic acid dipropy! ester e L
157 15.60 15.80 16.00 16.20 16.40
m/z 203.25 9.30%
5000{ 43 115
87
| 188
...4hﬂ..ﬂmahq...h,”..,....,”..,....,”..,... —
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060718\
Data File : BG034976.D

Aca On : 8 Jun 2018 7:10

Operator : SJ/JU

Sample : J3323-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG060718_.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.33 3.41 ng 136214 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2561 (18.333 min): BG034976.D (-2557) (-) m/z 73.15 100.00%
73
5000 129 }L
o7 213 DUV . SO
1 157 185 256 310 18.00 18,20 18.40 18.60
— m/z 60.15 74.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 UL DS SRR

18.00 18.20 18.40 18.60
m/z 43.15  65.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 [<

18. 00 18 20 18. 40 18.60

5000 m/z 57.20 60.87%
27 97 129 171 214
58 112 152 197
mﬁmﬁmﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84455; Tetradecanoic acid I R R S S
73 18.00 18.20 18.40 18.60
m/z 55.15 55.08%
so00]  #3 129
185
H 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18. 40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060718\
Data File : BG034976.D

Aca On : 8 Jun 2018 7:10

Operator : SJ/JU

Sample : J3323-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG060718_.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 Cetene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.19 5.14 ng 205189 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 95
2 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 87
3 1-Nonadecene 266 C19H38 018435-45-5 81
4 1-Docosene 308 C22H44 001599-67-3 76
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 76

Abundance Scan 2707 (19.190 min): BG034976.D (-2702) (-) m/z 69.15 100.00%

5000

18.80 19.00 19.20 19.40 19.60
m/z 55.10 95.11%

5
140154168 209 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81244: Cetene
43 57
83
5000
29 18.80 19.00 19.20 19.40 19.60
1”125 m/z 57.20 94 _31%
\ \\ 140154168182196 224
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 83
AT T T T
97 18.80 19.00 19.20 19.40 19.60
5000 70 m/z 43.20 88.40%
29 111
125
141 1e6 182 208 255
R o B R B e R BARRREA R R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115906: 1-Nonadecene T R R mEEas Rt
18.80 19.00 19.20 19.40 19.60
m/z 83.15 86.57%
5000

125

139154168182196210224238 266
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.80 19.00 19.20 19.40 19.60

8270-BG060718.M Fri Jun 08 15:59:35 2018

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060718\
Data File : BG034976.D

Aca On : 8 Jun 2018 7:10

Operator : SJ/JU

Sample : J3323-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG060718_.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.61 2.02 ng 93936 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 2778 (19.607 min): BG034976.D (-2773) (-) m/z 73.15 100.00%

73
43

5

5000

-

199213227 19.20 19.40 19.60 19.80 20.00

m/z 43.20 82.26%

143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 73
5000 129 L i B o o
19.20 19.40 19.60 19.80 20.00
0
| L onl - m/z 60.15 79.80%
IIMIHI 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
19.20 19.40 19.60 19.80 20.00
5000 129 m/z 57.20 75.16%
29 87
115 @ 143 199 242
101 157171
W‘Wﬁmﬁm‘mﬁwﬁmﬁmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid TR T
43 6P 19.20 19.40 19.60 19.80 20.00
m/z 55.15 59.45%
5000
143187171185 213
R e e A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060718\
Data File : BG034976.D

Aca On : 8 Jun 2018 7:10

Operator : SJ/JU

Sample : J3323-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\Methods\8270-BG060718_.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 Octacosyl acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.38 2.05 ng 95348 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 81
2 l1l-Hexadecanol 242 C16H340 036653-82-4 76
3 l1l-Hexacosanol 382 C26H540 000506-52-5 74
4 n-Tetracosanol-1 354 C24H500 000506-51-4 74
5 1-Tricosene 322 C23H46 018835-32-0 74

Abundance Scan 3080 (21.381 min): BG034976.D (-3074) (-) m/z 57.20 100.00%

57

83

5000

153 183208 239 283 380 410 21.00 21.20 21.40 21.60
m/z 55.15 86.20%

m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43 97

69

5000 e e T L A
21.00 21.20 21.40 21.60

125 m/z 43.15 81.54%

15, LULLI
mz-> 0 50 100 150 200 250 300 350 400 450

‘ . (153181 209 250 278 306 334 364 392 437
S A e T
Abundance
55 83
LA L bl e L= 8
21.00 21.20 21.40 21.60
5000 " m/z 70.15  72.53%

140 168 196 224

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #203698: 1-Hexacosanol
43 21.00 21.20 21.40 21.60
m/z 83.15 65.67%
5000 83

18 111

VUL LT 139 168 196 224 252 278 308 336 364

e LA e B e e e L HL A I i i i o T o o S o o
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060718\
Data File : BG034976.D

Acq On > 8 Jun 2018 7:10

Operator : SJ/JU

Sample - J3323-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\Methods\8270-BG060718_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]
unknown7 .61 7.61 61.9 ng 894033 1 8.08 289087 20.0
Triethyl citrate 15.99 3.4 ng 105085 3 14.70 614034 20.0
n-Hexadecanoic acid 18.33 3.4 ng 136214 4 17.44 797824 20.0
Cetene 19.19 5.1 ng 205189 4 17.44 797824 20.0
Octadecanoic acid 19.61 2.0 ng 93936 5 21.71 928109 20.0
Octacosyl acetate 21.38 2.0 ng 95348 5 21.71 928109 20.0
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