LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122217\

Data File : BG031723.D

Acq On - 22 Dec 2017 22:33 Instrument :
Operator : SJ/JU BNA_G

Sample - 17004-02 ClientSampleld :
Misc : PR-MW-04-121817
ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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 height area % max. total
1 3.447 20 27 38 rBv2 96713 213414  4.24% 1.026%
2 6.238 494 502 515 rVB 333422 575212 11.43% 2.765%
3 7.918 775 788 798 rBV 208167 393215 7.81% 1.890%
4 8.336 851 859 869 rBVY 672642 1225336 24.35% 5.890%
5 8.823 935 942 951 rBvV 152675 276890 5.50% 1.331%

9.164 992 1000 1011 rBV 685232 1275752 25.35% 6.133%
10.022 1138 1146 1161 rVB 448899 878588 17.46% 4.223%
11.714 1425 1434 1442 rBV 221431 417520 8.30% 2.007%
14.088 1830 1838 1848 rVB 1900216 3027888 60.17% 14.555%
15.457 2064 2071 2081 rVB2 399143 673384 13.38% 3.237%

=
QO ~NO®

11 16.931 2315 2322 2332 rBV 1575796 2524259 50.16% 12.134%
12 18.189 2530 2536 2550 rVB2 567053 911716 18.12% 4_.383%
13 19.011 2667 2676 2687 rBv4 49207 93594 1.86% 0.450%
14 20.251 2882 2887 2893 rBV2 61911 97009 1.93% 0.466%
15 20.727 2962 2968 2976 rBV 3620498 5032438 100.00% 24.191%

16 22.114 3197 3204 3214 rBV 329523 529858 10.53% 2.547%
17 22.548 3270 3278 3286 rBV2 583956 1104701 21.95% 5.310%
18 23.471 3428 3435 3445 rVB 125240 234887 4.67% 1.129%
19 26.332 3910 3922 3936 rVB2 347866 1121214 22.28% 5.390%

20 27.360 4088 4097 4104 rBV7 15465 54297 1.08% 0.261%

21 29.387 4433 4442 4450 rBV9 16107 59784 1.19% 0.287%

22 31.943 4864 4877 4881 rBVS 20836 82116 1.63% 0.395%
Sum of corrected areas: 20803072
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122217\

Data File : BG031723.D

Acg On : 22 Dec 2017 22:33

Operator : SJ/JU

Sample - 17004-02 PR-MW-04-121817
Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031723.D
3500000

3000000
2500000
2000000
1500000
1000000

8.34 9.16

500000 6.24 10.02
3.45 7.92 8.82 11.71

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 10.00 1050 11.00 1150 1200 12.50

Abundance TIC: BG031723.D
3500000 20.73

3000000
2500000

2000000 14.09

16.93
1500000

1000000

18.19 22.55
500000 15.46 2911

19.01 20.25

(O o o L o o o o o L B o o i o B LA o s o s o e

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: BG031723.D
3500000

3000000
2500000
2000000
1500000
1000000

500000 26.33
23.41 27.36 29.39 31.94

e e e = R = A

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\BG122217\

Data File : BG031723.D

Acg On : 22 Dec 2017 22:33

Operator : SJ/JU

Sample - 17004-02 PR-MW-04-121817
Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
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 unknown8.34 Concentration Rank 2

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

8.34 88.51 ng 1225340 1,4-Dichlorobenzene-d4 8.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 860 (8.341 min): BG031723.D (-851) (-) m/z 132.00 100.00%
132
5000
68
96 rTTTTTTTTTT T T T T T T T
40 54 78 06 8.00 8.20 8.40 8.60
01 e B m/z 134.00 34 .86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR SR U
a1 97 8.00 8.20 8.40 8.60
53 - 17 m/z 68.10 30.57%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. I‘\IIIHI i ma et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 800 820 840 860
5000 gg 116 m/z 66.00 19.73%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14502: 1H-Benzimidazole, 2-methyl- R R B e B
132 8.00 8.20 8.40 8.60
m/z 69.10 13.41%
5000
63
15 27 3 82 % 77 2%
m/z--> 20 40 60 80 100 120 140 160 180 800 820 840 860
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122217\

Data File : BG031723.D

Acg On : 22 Dec 2017 22:33

Operator : SJ/JU

Sample - 17004-02 PR-MW-04-121817
Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.01 2.05 ng 93594 Phenanthrene-d10 18.19
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 38
Abundance Scan 2676 (19.011 min): BG031723.D (-2667) (-) m/z 73.00 100.00%
73
43 80
5000
129 213
97 115 185
1431577 g9 | o7 2% 18.60 18.80 19.00 19.20 19.40
0! m/z 60.00 71.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000{ 29 256
129 18.60 18.80 19.00 19.20 19.40
5727 213 m/z 43.05 64.32%
185
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | . |‘| I]:ggl . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.60 18.80 19.00 19.20 19.40
5000 29 m/z 57.10 57 .64%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 18.60 18.80 19.00 19.20 19.40
43 m/z 55.10 57.26%
5000 129
. 185 228
9 115 | 143,.5171
0 ,....,....,....,T...,....,....,..}??.......%9??}? N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.60 18.80 19.00 19.20 19.40

8270-BG122117.M Tue Dec 26 17:07:12 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122217\

Data File : BG031723.D

Acg On : 22 Dec 2017 22:33

Operator : SJ/JU

Sample - 17004-02 PR-MW-04-121817
Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
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 Octadecanoic acid Concentration Rank 6

8270-BG122117.M Tue Dec 26 17:07:13 2017

R.T. EstConc Area Relative to ISTD R.T.
20.25 2.13 ng 97009 Phenanthrene-d10 18.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 Dodecanoic acid 200 C12H2402 000143-07-7 43

Abundance Scan 2887 (20.251 min): BG031723.D (-2882) (-) m/z 73.00 100.00%
5000
20.00 20.20 20.40 20.60
(o} m/z 43.05 74 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129
5000 28 284 LN BN BN BRI B
20.00 20.20 20.40 20.60
m/z 57.00 68.07%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
129 20.00 20.20 20.40 20.60
5000 m/z 60.00 67 .30%
43 57
87 115
. 143 499
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73 20.00 20.20 20.40 20.60
43 m/z 55.05 58.42%
5000
2
0‘
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\BG122217\

Data File : BG031723.D

Acg On : 22 Dec 2017 22:33

Operator : SJ/JU

Sample - 17004-02 PR-MW-04-121817
Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
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 unknown22.11 Concentration Rank 4

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

22.11 9.59 ng 529858 Chrysene-d12 22.55

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Propanoic acid, 2-methyl-, 2-met... 158 C9H1802 002445-69-4 27
2 Trichloroacetic acid, 2-methylbu... 232 C7H11C1302 1000330-88-8 27
3 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 27
4 Ether, methyl 1l-octadecenyl 282 C19H380 026537-06-4 25
5 Cyclopropane, 1-(2-methylbutyl)-... 168 C12H24 064723-36-0 18
Abundance Scan 3203 (22.108 min): BG031723.D (-3197) (-) m/z 57.10 100.00%

112
5000 83 239
257
129 157 185 213 ‘ 21.80 22.00 22.20 22.40
3
o v AL b 295 341 m/z 112.10 80.96%
m/z--> 50 100 150 200 250 300 350
Abundance #30336: Propanoic acid, 2-methyl-, 2-methylbutyl ester
43 7
5000 AR AN BRI

21. 80 22. OO 22 20 22.40
m/z 71.10 74 .69%

89
el P
m/z--> 50 100 150 200 250 300 350
Abundance
57
e Rmmem R
21.80 22. 00 22 20 22.40
5000 m/z 70.10 73.51%
29 117
82
0 147 176 203
L A e R B
m/z--> 50 100 150 200 250 300 350
Abundance #97350: Carbonic acid, neopentyl 2-ethylhexyl ester T TP T T T
7n 21. 80 22. OO 22 20 22. 40

m/z 43.05 61.21%

5000 43
112
1L v |2 s

ot bl e e T AT

m/z--> 50 100 150 200 250 300 350 21. 80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122217\

Data File : BG031723.D

Acg On : 22 Dec 2017 22:33

Operator : SJ/JU

Sample - 17004-02 PR-MW-04-121817
Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
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 unknown23.47 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.47 4.25 ng 234887 Chrysene-di12 22.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 35
2 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 27
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 22
4 Formic acid, 2-ethylhexyl ester 158 C9H1802 1000368-94-7 22
5 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 18
Abundance Scan 3435 (23.471 min): BG031723.D (-3428) (-) m/z 57.05 100.00%
112

5000

A
LN B L L B

23.20 23.40 23.60 23.80

01 m/z 71.05 91.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59891: Tridecane, 7-methyl-
57
5000 4
112 23.20 23.40 23.60 23.80

m/z 112.10 91.12%

M | 8 127 155 183198

Oty ””P”,””.”wnnpu.””.”.””.”.””.”.””.”.uupu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
71
R B e B R
23.20 23.40 23.60 23.80
so00l 43 m/z 70.05  79.56%
112
ol 2l 87 132 188
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #12715: Hexane, 3,3,4-trimethyl-
B 7 23.20 23.40 23.60 23.80
m/z 43.05 58.37%
5000
2
99
opwwhnpnwnnﬁyﬁnn.”.””“”w””“”.””.”w””.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122217\

Data File : BG031723.D

Acg On : 22 Dec 2017 22:33

Operator : SJ/JU

Sample - 17004-02 PR-MW-04-121817
Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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]
unknown8.34 8.34 88.5 ng 1225340 1 8.82 276890 20.0
n-Hexadecanoic acid 19.01 2.0 ng 93594 4 18.19 911716 20.0
Octadecanoic acid 20.25 2.1 ng 97009 4 18.19 911716 20.0
unknown22.11 22.11 9.6 ng 529858 5 22.55 1104700 20.0
unknown23.47 23.47 4.3 ng 234887 5 22.55 1104700 20.0
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