LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033108.D

Aca On : 13 Mar 2018 3:30

Operator : SJ/JU

Sample : J1867-08

Misc :

ALS Vial : 24 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-BG022118.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 3.516 33 39 53 rvB 74223 169508 5.66% 1.155%
2 6.324 510 517 528 rBV 303482 528568 17.66% 3.603%
3 7.999 796 802 814 rVB 189451 361154 12.07% 2.462%
4 8.416 864 873 887 rBV 576880 1086241 36.30% 7.404%
5 8.909 950 957 968 rVB 142649 259293 8.66% 1.767%

9.250 1007 1015 1023 rBV 539000 1002669 33.50% 6.834%
10.107 1153 1161 1170 rBV 471385 895523 29.92% 6.104%
11.793 1440 1448 1461 rVB 210909 390702 13.06% 2.663%
14.155 1842 1850 1861 rVB 1291949 2039539 68.15% 13.901%
14.942 1978 1984 1989 rBV 41816 63455 2.12% 0.433%

=
QO ~NO®

11 15.524 2076 2083 2092 rVB2 328449 538991 18.01% 3.674%
12 16.211 2193 2200 2205 rBV 81214 116574 3.90% 0.795%
13 16.287 2209 2213 2218 rVB2 26998 37743 1.26% 0.257%
14 16.992 2326 2333 2342 rBV 1046134 1622025 54.20% 11.056%
15 18.249 2541 2547 2559 rVB2 419200 680497 22.74% 4.638%

16 19.048 2678 2683 2694 rBV 123710 189067 6.32% 1.289%
17 20.282 2887 2893 2899 rBvV 83662 133274 4._.45% 0.908%
18 20.769 2969 2976 2988 rBV 2188767 2992711 100.00% 20.398%
19 22.132 3202 3208 3224 rBV4 42384 144588 4._.83% 0.986%
20 22.602 3281 3288 3300 rBV2 369097 715124 23 .90% 4._.874%

21 26.403 3921 3935 3949 rBV3 192803 704229 23.53% 4 _800%

Sum of corrected areas: 14671475
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033108.D

Aca On - 13 Mar 2018 3:30

Operator : SJ/JU

Sample : J1867-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG033108.D

2000000

1500000

1000000

8.42 9.25

500000 10.11

6.32
8.00 8.91 11.79
3.52 A

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 900 9.50 10.00 10.50 11.00 11.50 12.00 1250
Abundance TIC: BG033108.D

20.77
2000000

1500000
14.15

16.99
1000000

500000 18.25
15.52 22.60

14.94 168239 19.06 2028 | 22.13

Time--> 13.50 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 TIC: BG033108.D
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26.40
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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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033108.D

Aca On : 13 Mar 2018 3:30

Operator : SJ/JU

Sample : J1867-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 unknown8.42 Concentration Rank 1

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

8.42 83.78 ng 1086240 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 874 (8.421 min): BG033108.D (-864) (-) m/z 131.95 100.00%
132
5000 68
96 USRS IR AR
40 54 - | 106 J 8.00 8.20 8.40 860 8.80
0 4N N - N | AN m/z 68.05 44.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R R U RN R
8.00 8.20 8.40 860 8.80
33 44 105 m/z 133.95 32.08%
e | s |
0 ”'I"'W"h'k”h'l"”l'hyﬁ""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
8.00 820 8.40 8.60 8.80
5000 m/z 66.05 30.21%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl B
57 132 8.00 8.20 8.40 860 8.80
24 m/z 69.05 16.63%
5000 98 116
| I n,m...“,.nh.,uh..h, W .- 189 RN & G
m/z--> 20 40 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033108.D

Aca On : 13 Mar 2018 3:30

Operator : SJ/JU

Sample : J1867-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 Diethyltoluamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.21 4.33 ng 116574 Acenaphthene-d10 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 96
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 87
3 4-Methvlbenzovl isothiocvanate 177 COH7NOS 016794-68-6 52
4 o-Toluic acid. 4-nitrophenvl ester 257 C14H11NO4 1000307-46-0 50
5 Benzoic acid, 4-methyl-, [3-(4-m... 360 C23H2004 306763-84-8 50
Abundance Scan 2200 (16.211 min): BG033108.D (-2193) (-) m/z 119.05 100.00%
119
5000 91 190
L 4o 162 176 | | 15801600 1020 160 1560
O L i e e e e B AL B m/z 91.05 40.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53785: Diethyltoluamide
119
5000 91 190 [rerrprrrT T T T T T T T T

15.80 16.00 16.20 16.40 16.60
m/z 190.05 39.63%

65
0 2939 51 | 77 | 105 | 133 148 162 176
T T T T A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
e —
15.80 16.00 16.20 16.40 16.60
5000 m/z 65.05 15.12%
91
190
65
0 42 52 77 105 136 148 162 176
I T s o T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43549: 4-Methylbenzoy! isothiocyanate e  REamy Shum e
119 15.80 16.00 16.20 16.40 16.60
o1 m/z 191.05 13.85%
5000
65
39
ol 15 27 | %0 75l 104 | 148 177
...“...,.”.,...w....,”..,..”,....,”..,..”, e —
m/z--> 20 40 80 100 120 140 160 180 15.80 16.00 16,20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033108.D

Aca On : 13 Mar 2018 3:30

Operator : SJ/JU

Sample : J1867-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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.
19.05 5.56 ng 189067 Phenanthrene-d10 18.25
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 78
Abundance Scan 2683 (19.048 min): BG033108.D (-2678) (-) m/z 43.00 100.00%
48 73
5000 129 A/\”\}\\—/\A
213
97 L B SRS B B
Il Yo | 14315717185 199 | 257 256 18.80 19.00 19.20 19.40
Ot m/z 73.00 98.50%
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

18.80 19.00 19.20 19.40

m/z 60.05 93.79%
213
‘J‘H' 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
B RRARE LS S LSS
18.80 19.00 19.20 19.40
5000 129 m/z 57.05 76.91%
29 171
i o 185 214
o 15 101 143157 198
R R B e B B AR RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R T T T
60 73 18.80 19.00 19.20 19.40
43 m/z 55.00 75.56%
5000 129
29
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 80 19. OO 19 20 19. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033108.D

Aca On : 13 Mar 2018 3:30

Operator : SJ/JU

Sample : J1867-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 7
R.T. EstConc Area Relative to ISTD R.T.
20.28 3.92 ng 133274 Phenanthrene-d10 18.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2893 (20.282 min): BG033108.D (-2887) (-) m/z 43.05 100.00%
43
60
5000
109913227 20,00 20.20 20,40 20.60
(o} m/z 60.05 78.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129

20.00 20.20 20.40 20.60
m/z 57.05 76.91%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 R R
20.00 20.20 20.40 20.60
5000 129 m/z 73.05 76 .35%
29 g7
115 | 143 199 242
101 157171185
oL15 213777
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid e e
3 20.00 20.20 20.40 20.60
43 m/z 55.05 67.20%
5000
29
0 15
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033108.D

Aca On : 13 Mar 2018 3:30

Operator : SJ/JU

Sample : J1867-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 Heptafluorobutyric acid, n-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.13 4.04 ng 144588 Chrysene-di12 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
2 Octacosanol 410 C28H580 000557-61-9 90
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 Triacontvl acetate 480 C32H6402 041755-58-2 87
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87
Abundance Scan 3208 (22.132 min): BG033108.D (-3202) (-) m/z 57.05 100.00%
97
83
5000 11
140 179 221244 282 21.80 22.00 22.20 22.40
o} = m/z 55.05 97.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester
57
5000 IR AR RN BARRE
2180 22.00 22.20 22.40
29 125 m/z 43.05 77 .66%
oL I ‘ h thl‘“l ||19F|2??|2??| e .5
m/z--> 50 150 200 250 300 350 400 450
Abundance
57
o1 LR PN IR B
21.80 22.00 22.20 22.40
5000 m/z 83.00 76 .94%
125
o 29 153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83 21.80 22.00 22.20 22.40
m/z 97.05 66 .18%
5000 111
29
oL, | | 139167 106 238 266 204
m/z--> 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
Data File : BG033108.D

Acq On : 13 Mar 2018 3:30

Operator : SJ/JU

Sample - J1867-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.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]
unknown8 .42 8.42 83.8 ng 1086240 1 8.91 259293 20.0
Diethyltoluamide 16.21 4.3 ng 116574 3 15.52 538991 20.0
n-Hexadecanoic acid 19.05 5.6 ng 189067 4 18.25 680497 20.0
Octadecanoic acid 20.28 3.9 ng 133274 4 18.25 680497 20.0
Heptafluorobutyri... 22.13 4.0 ng 144588 5 22.60 715124 20.0

8270-BG022118.M Tue Mar 13 12:11:00 2018 Page: 8



