LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\

Data File : BF115216.D

Aca On : 26 Jun 2019 13:57 Instrument :
Operator : HP/JU BNA_F

Sample - K3164-10 ClientSampleld :
Misc : BAT-B05

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF062119.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 4.454 423 428 433 rBV 550984 659882 8.07% 1.052%
2 5.207 551 556 559 rBY 3581166 3426089 41.87% 5.463%
3 6.242 728 732 735 rBVY 2670143 2304764 28.17% 3.675%
4 6.278 735 738 742 rVB 464262 379246 4.64% 0.605%
5 6.378 750 755 758 rBVY 5768291 5845341 71.44% 9.321%
6 6.607 791 794 798 rBVY 1704288 1477814 18.06% 2.357%
7 6.766 817 821 825 rBVY 5646664 5464872 66.79% 8.715%
8 7.172 885 890 893 rBVY 4129448 4428239 54.12% 7.062%
9 7.413 925 931 934 rBV 257786 227082 2.78% 0.362%
10 7.889 1008 1012 1015 rBvV 2285082 1902370 23.25% 3.034%

11 8.454 1105 1108 1111 rBV 162305 137120 1.68% 0.219%
12 8.972 1190 1196 1199 rBV 7537044 7839728 95.82% 12.502%
13 9.360 1259 1262 1267 rVB2 184035 212923 2.60% 0.340%
14 9.601 1299 1303 1305 rBV2 82436 99967 1.22% 0.159%
15 9.636 1305 1309 1312 rVV 2246216 2062544 25.21% 3.289%

16 9.666 1312 1314 1319 rVB 111914 121983 1.49% 0.195%
17 10.172 1394 1400 1405 rBV5 161999 327852 4.01% 0.523%
18 10.419 1437 1442 1445 rBV 4706912 4988929 60.98% 7.956%
19 11.107 1555 1559 1562 rBV 2690249 2294148 28.04% 3.658%
20 11.666 1650 1654 1658 rBV 1075481 967640 11.83% 1.543%

21 12.348 1768 1770 1771 rBV 140222 109709 1.34% 0.175%
22 12.372 1771 1774 1781 rVB 499571 481413 5.88% 0.768%
23 12.448 1784 1787 1795 rVvV 1028347 962405 11.76% 1.535%
24 12.530 1797 1801 1804 rVB 1817637 1466953 17.93% 2.339%
25 12.695 1824 1829 1832 rBV 7042250 8181856 100.00% 13.047%

26 12.742 1834 1837 1840 rVB 450791 405147 4._.95% 0.646%
27 13.542 1970 1973 1979 rVB 285332 268703 3.28% 0.428%
28 13.648 1988 1991 1998 rVB 244086 303933 3.71% 0.485%
29 13.724 2000 2004 2013 rVB 2380082 2275962 27.82% 3.629%
30 14.230 2088 2090 2093 rVB 101870 97034 1.19% 0.155%

31 14.524 2137 2140 2143 rBV 164470 148439 1.81% 0.237%
32 14.824 2188 2191 2200 rVB 230292 247783 3.03% 0.395%
33 15.089 2231 2236 2244 rVV 1681362 1835346 22.43% 2.927%
34 15.160 2244 2248 2258 rVB 243398 312614 3.82% 0.499%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.542 2309 2313 2320 rVB 173029 237160 2.90% 0.378%

36 15.983 2384 2388 2397 rVB2 110156 206105 2.52% 0.329%

Sum of corrected areas: 62709095
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF115216.D
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I
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Abundance TIC: BF115216.D
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6000000
5000000 10.42

4000000

11.11

3000000
7.89 9.64

2000000

1000000
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Abundance TIC: BF115216.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 4

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

4.45 8.93 ng 659882 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 91
2 Arsenous acid. tris(trimethvlsil... 342 C9H27As03Si3 055429-29-3 64
3 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 39
4 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 39
5 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 9

Abundance Scan 427 (4.449 min): BF1152(blG.D (-423) () m/z 207.00 100.00%
207
5000
% 133 101 420 4.40 460 480
Ol et ek L 283 L e | M/Z 208.00  21.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, szexamethyl
207
5000 U R L IR
420 4.40 4.60 4.80
m/z 209.00 12.83%
96 133 191
ol 2845 75 | 115133 163 7 ||
m/z--> ib&%mmmm@mmmm@mﬁ
Abundance #178799: Arsenous acid, trls(trlzbnethylsnyl) ester
207
420 4.40 460 480
5000 m/z 190.90 10.15%
73 105 133 191
ol 27 4 | | 149165 | h 239 327
m/z--> i%&%mmmmmmmmmmmﬁ
Abundance #67017: Benzo[h]quinoline, 2,4-dimethyl- B A ma
207 420 4.40 4.60 4.80
m/z 96.00 9.96%
5000
0 39 63 87 115 139 165 191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 420 440 460 480

8270-BF062119.M Thu Jun 27 08:21:41 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 unknown6.38 Concentration Rank 1

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

6.38 79.11 ng 5845340 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 755 (6.378 min): BF115216.D (-750) (-) m/z 132.00 100.00%
32
5000 68
6 e
40 _ 54 | 75 104 6.00 6.20 6.40 6.60 6.80
o N i ol 1 ./ AN Ml S [ m/z 68.00 38.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R AR R
6.00 6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.98%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.00 6.0 640 6.60 6.80
5000 67 m/z 66.00 25.08%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole o A e e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.36%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Cyclopentasiloxane, decamet... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
741 239ng 227082  Naphthalene-d8 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopentasiloxane. decamethvl- 370 CIOH3005Si5  000541-02-6 81

2 m-Hvdroxvmandelic acid. tris(tri... 384 C17H3204Si3 068595-69-7 43
N-(Trifluoroacetvl)-N.0.0".0""-t... 553 C22H42F3N04Si4 1000072-26-7 43

4 4-(2-Acetvlamino-1-(trimethvilsil... 339 C16H29N03Si2 1000373-43-5 38

5 Silanamine, 1,1,1-trimethyl-N-[2... 369 C17H35N02Si3 068595-60-8 38

Abundance Scan 930 (7.407 min): BF115216.D (-925) (-) m/z 73.00 100.00%
73
5000 267
355
45 154 193223 a3 7.00 7.20 7.40 7.60 7.80
Ol o S o e M/Z 266.90  37.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #196317: Cyclopentasiloxane, decamethyl-
73
5000 | SN NOLINL N L LN L LB L L
267 395 7.00 7.20 7.40 7.60 7.80
m/z 355.10 23.20%
oL % 125154 193 237 323
o e A I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204189: m-Hydroxymandelic acid, tris(trimethylsilyl)-
267
73 | SN NOLINL N L L L L LB L L
7.00 7.20 7.40 7.60 7.80
5000 m/z 267.90 10.45%
147
oL P | 105 | 179207237 | 296 341369
R A e B R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239267: N-(Trifluoroacetyl)-N,O,0',O"-tetrakis(trimethyl... e ERams pam
73 7.00 7.20 7.40 7.60 7.80
m/z 74.00 8.86%
355
5000
45
o . 116147 193 236267 538
B I B S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 unknownl0.17 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.17 3.18 ng 327852 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azelaic acid 188 C9H1604 000123-99-9 38
2 Fluorene 166 C13H10 000086-73-7 38
3 Benzaldehvde. 2.4-dihvdroxy-3.6-... 166 C9H1003 034883-14-2 30
4 1.3-Benzodioxole-5-carboxvlic acid 166 C8H604 000094-53-1 27
5 Naphthalene, 1-(2-nitro-2-propen... 213 C13H11NO2 080255-13-6 22
Abundance Scan 1400 (10.172 min): BF115216.D (-1394) (-) m/z 166.00 100.00%
73 146
5000 41 111
137 21
189 281 385 401 9.80 10.00 10.20 10.40
ol S Y N S m/z 165.00 99.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #52045: Azelaic acid
56
83 L
5000
27 111 152 9.80 10.00 10.20 10.40
‘ ‘ m/z 73.00 79.67%
0 =
m/z--> 50 100 150 200 250 300 350 400
Abundance #35226: Fluorene
166
9.80 10.00 10.20 10.40
5000 m/z 55.00 74 .60%
82
0 14 39 6? N J\ 1:,'5 13\9 1 /\,/\\M/\/A‘/\/M
m/z--> 50 160 150 200 250 300 350 400
Abundance #35762: Benzaldehyde, 2,4-dihydroxy-3,6-dimethy!l- B e SRR
165 9.80 10.00 10.20 10.40
m/z 83.00 61.63%
h W“A\/LMN\»
83
ol h\msﬁ bl \109|%37|| e e —
m/z--> 50 100 150 200 250 300 350 400 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.67 8.44 ng 967640 Phenanthrene-d10 11.11
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1655 (11.672 min): BF115216.D (-1650) (-) m/z 73.00 100.00%
73
43 60
5000 129
213
157171185
143 199 11.40 11.60 11.80 12.00
(o} m/z 59.95 78.17%
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 LR LU IR UL B
11.40 11.60 11. 80 12. oo
m/ 43.00 76 .41Y%
TJJ 143157171185 | 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73
60 A AL B BN B
11.40 11.60 11.80 12.00
5000 43 129 m/z 57.00 63.30%
185
1115 228
\‘M MH } I 1T31571T1 199
0...|....|.‘..“.“.‘l‘. i H \ ||‘||||||‘||||||||‘|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R AR
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 60.66%
5000 129
29
199
‘ 143157171185 242
O.Fﬁ.k.ﬁt. e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 8 Adipic acid, butyl 3-pentyl... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.37  4.20ng 481413  Phenanthrene-di0 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 87

2 Adipic acid. butvl 3-pentvl ester 272 C15H2804 1000324-60-5 72
3 Adipic acid. 2-ethvlcvclohexvl i1... 312 C18H3204 1000324-22-5 56
4 Adipic acid. isobutvl 3-pentvl e... 272 C15H2804 1000324-60-4 50
5 Adipic acid, 3-hexyl isobutyl ester 286 C16H3004 1000353-62-2 40
Abundance Scan 1774 (12.372 min): BF115216.D (-1771) (-) m/z 185.00 100.00%
185
129 h
5000 57
3% 87 111 1?7 203 gy 259 12.00 12.20 12.40 12.60
e R m/z 129.00 80.63%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000
12.00 12.20 12.40 12.60
41 259 m/z 57.00 38.36%
| | 60 87 111 157
I I o N = N O/ R4
m/z--> 50 100 150 200 250 300 350
Abundance #120812: Adipic acid, butyl 3-pentyl ester
129
185 DN DL BN
12.00 12.20 12.40 12.60
5000 m/z 41.00 21.05%
111
29 55 g3 L 156 202
0.‘..”|h.£”.“.=.‘.ﬁ.“l“....‘l‘....l....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance #154620: Adipic acid, 2-ethylcyclohexyl isobutyl ester B R
129 12.00 12.20 12.40 12.60
m/z 259.10 12.66%
5000 185
81 111
203
oL2o, ATl Lol R
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 9 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.45 8.46 ng 962405 Chrysene-di12 13.72
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1787 (12.448 min): BF115216.D (-1784) (-) m/z 73.00 100.00%
43
57
5000
185 241 B B B L L L B
143157171 12.20 12.40 12.60 12.80
Ot m/z 43.00 92.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4
5000 LRI B BRI BB B
nmnmnmnm
185 m/z 60.00 80.22%
1435171 007 227241 284

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
51 LU SN SR BN I
12.20 12.40 12.60 12.80
5000 m/z 57.00 75.99%

%

Ot et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e e e R
73 12.20 12.40 12.60 12.80
m/z 55.00 65.29%
43 5
5000 129
185 228
7115
i 143157171 ‘ 200
O.H,HHHLNqN ,M.M”WMwnwL”w.“q.”..”..“..”.“.““.” SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 10 Butyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.53 12.89 ng 1466950 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid. 4-heptvl isobutvl e... 300 C17H3204 1000349-73-6 78
3 Adipic acid. 2.4-dimethvlpent-3-... 300 C17H3204 1000349-77-6 64
4 Adipic acid. 2-hexvl isobutvl ester 286 C16H3004 1000353-70-9 64
5 Dibutyl adipate 258 C14H2604 000105-99-7 56
Abundance Scan 1801 (12.530 min): BF115216.D (-1797) (-) m/z 185.00 100.00%
129 185
5000
o 111
259
87 147 12.20 12.40 12.60 12.80
o34 ,'|. g b 7467 | 203 281 | 287 318 ' sz 129.00  78.71%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000
12.20 12.40 12.60 12.80
41 259 m/z 57.05 22 .50%
| | 60 87 111 157
I I o N = N O/ R4
m/z--> 50 100 150 200 250 300 350
Abundance #144623: Adipic acid, 4-heptyl isobutyl ester
129
12.20 12.40 12.60 12.80
5000 185 m/z 41.00 16.95%
57 111
0 29 I i 8.3 ab b | 1747 202 227
m/z--> 50 100 150 200 250 300 350
Abundance #144725: Adipic acid, 2,4-dimethylpent-3-yl isobuty! ester e A RERREEEEE
129 12.20 12.40 12.60 12.80
m/z 111.00 11.87%
5000 185
57 111
L2 | 8 | | 157 | 200 22
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 11 Dehydroabietic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.54 2.3 ng 268703  Chrysene-di2 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Dehvdroabietic acid 300 C20H2802 001740-19-8 97

005155-70-4 94
000391-02-6 49
1000148-08-4 43

2 1-Phenanthrenecarboxvlic acid. 1... 300 C20H2802
3 Ethvl 4-hvdroxv-7-trifluoromethy... 285 C13H10F3NO3

4 2-Ethvlidene-hvdrazono-
5 Imidazolo[2,1-b]thiazole,

3-methvl-. ..
5-(3-i...

239 C10H10CIN3S

239 C13H9N3S

327097-37-0 38

Abundance

5000
141

04
m/z-->

Scan 1973 (13.542 min): BF115216.D (-1970) (-)
39

197

I|l|| ﬁl | 214

285

255 301

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance

5000

#144996: Dehydroabietic acid

239 285

m/z 239.10 100.00%

13.20 13.40 13.60 13.80

m/z 285.15 60.41%

|

13 20 13. 40 13. 60 13. 80

m/z 197 .05 39.13%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
285
239 B B e o e e
13.20 13.40 13.60 13.80
5000 m/z 141.00 23.47%
197
43 1 301
27 7 69 91 115 | 159 181 | 513 | 255 \
b e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131625: Ethyl 4-hydroxy-7-trifluoromethyl-3-quinolinecarb. .. LA B o
239 13 20 13. 40 13. 60 13. 80
m/z 240.10 21.01%
5000 285
170
20 53 69 &7 114 137 | 102 2}1 266 _|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 12 n-Nonadecanol-1 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.65 2.67 ng 303933 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 93
Abundance Scan 1991 (13.648 min): BF115216.D (-1988) (-) m/z 57.00 100.00%
5000 e N\/LA—/ML
IR BRI SO BN B
3 l 139 159 178 13.40 13.60 13.80 14.00
ol . |, A3 oD 201 227 254273 297316 | n77 83.00  96.56%
m/z--> 50 100 150 200 250 300
Abundance #131393: n-Nonadecanol-1
83
5000 LR UL SULELLE BB U
111 Bmmmmmmm
m/z 55.00 89.28%
ol_2 6 L 1130, 168 196 221238 266
m/z--> 50 160 1%0 260 2éo 300 '
Abundance #166292: Behenic alcohol
5 83
"' 13140 13.60 13.80 14.00
5000 11 m/z 43.00 87.61%
29
ol { \ | ‘}‘ ﬁfg (167 196 224 252 280 308 WLA,MM
m/z--> §0 160 1%0 260 2éo 360 '
Abundance #177132: 1-Heneicosy! formate R EmEEES L
57 83 13.40 13.60 13.80 14.00
m/z 69.00 84.13%
- T J%
. ‘_ ’ i 139‘ 167 196 222 266 294 322340
m/z--> 5'0 100 1&1;0 2(')0 25'30 3(')0 ! 13 40 13. 60 13 80 14. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 13 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.70 ng 247783 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2190 (14.818 min): BF115216.D (-2188) (-) m/z 57.00 100.00%
57
5000 J 85
13 144 " 14.60 14.80 15.00 15.20
I— ,] L T 1m0 107 224246067200 328 0T 05 70, 79%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L B SR ISR B
Mmmmmmmm
m/z 43.00 60.34%
L L 1| | 1141 169 197 225 253 282
m/z--> 55 100 1éo 200 2éo 360 3éo '
Abundance #141426: Heneicosane
57
o " 14.60 14.80 15.00 15.20
5000 m/z 85.10 49 .23%
29 113
ol i L 77,141 369 107 225 253 206
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane B B RN e
57 14.60 14.80 15.00 15.20
m/z 41.00 21.19%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 2éo 360 3éo ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 14 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.16 3.41 ng 312614 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexadecane 226 C16H34 000544-76-3 91
Abundance Scan 2248 (15.160 min): BF115216.D (-2244) (-) m/z 57.00 100.00%
g7
85
5000

14.80 15.00 15.20 15.40

oL 39 | h J .d | o141 169 197217 238255 277297 327 355
b Pl

A B R e i e o o m/z 71.05 77.07%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 IIIIIIIIIIIIIIIIIIII
14.80 15.00 15.20 15.40
m/z 43.00 57.02%
0 .l | || ]. Il || 1}3 i 141 169 197 225 268
L e B e B e e e B I e e e e IS e
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
B e SRR
85 14.80 15.00 15.20 15.40
5000 m/z 85.05 55.49%
113
29
oL ‘ ‘ Ji 4 [ Mt 169 197 25 g5y 282
e L e e e e e B e e AN e e e o
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- T
57 14.80 15.00 15.20 15.40
m/z 99.05 21.42%
5000 85
113
ol 4D “J‘ J o717 11 183 211 239 267 296
—— =ttt R EREE RS SRR e R
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40

8270-BF062119.M Thu Jun 27 08:21:46 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 15 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.54 2.58 ng 237160 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 81
3 Docosane. 1l-butvl- 366 C26H54 013475-76-8 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 2313 (15.542 min): BF115216.D (-2309) (-) m/z 57.00 100.00%
57
85
5000
141 183 15.20 15.40 15.60 15.80
Y II Lo~ 368 "0202 224 207286 323341 m/z 71.05 71.37%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 A DAL AR IR B
85 15,20 15.40 15.60 15.80
29 m/z 43.00 61.29%
0 || | {| Il 1}3 i 14;1 169 196 24|.0
m/z--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57
15.20 15.40 15.60 15.80
5000 85 m/z 85.05 56.52%
| 113 141
oL, J,.m.n‘,ﬂ..) e
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, ll—butyl— L L B LI LN N B I
57 15.20 15.40 15.60 15.80
m/z 55.00 21.29%
oL 3t J | JJ1%3‘J1ﬂ1 1169 103210 239 267 399 335 366
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115216.D

Aca On : 26 Jun 2019 13:57

Operator : HP/JU

Sample : K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 16 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.25 ng 206105 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2387 (15.977 min): BF115216.D (-2384) (-) m/z 57.00 100.00%
g7
85
5000
L DU BN BN BRI B
141 169 208 237 266 410 15.60 15.80 16.00 16.20
ok b ll'"-- bt g e o2 Tm/z 71,10 77.12%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
5000 R B SR AR

15,60 15.80 16.00 16.20
m/z 85.00 56.19%

141 169 197 225 253

296

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
e AR
15.60 15.80 16.00 16.20
5000 85 m/z 43.00 53.78%
113
o 29| ‘ Il [T, 242 160 197 225 267 205 365 393
e 7
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- R R mE e AR
57 15.60 15.80 16.00 16.20
m/z 55.00 25.03%
- T M
113
oL 30 Al 7T 14t 169 197 239 567 204 323 352
I B I B B e B man R
m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF062619\
Data File : BF115216.D

Acq On : 26 Jun 2019 13:57

Operator : HP/JU

Sample - K3164-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
Cyclotrisiloxane, ... 4.45 8.9 ng 659882 1 6.61 1477810 20.0
unknown6 .38 6.38 79.1 ng 5845340 1 6.61 1477810 20.0
Cyclopentasiloxan. .. 7.41 2.4 ng 227082 2 7.89 1902370 20.0
unknown10.17 10.17 3.2 ng 327852 3 9.64 2062540 20.0
n-Hexadecanoic acid 11.67 8.4 ng 967640 4 11.11 2294150 20.0
Adipic acid, buty... 12.37 4.2 ng 481413 4 11.11 2294150 20.0
Octadecanoic acid 12.45 8.5 ng 962405 5 13.72 2275960 20.0
Butyl citrate 12.53 12.9 ng 1466950 5 13.72 2275960 20.0
Dehydroabietic acid 13.54 2.4 ng 268703 5 13.72 2275960 20.0
n-Nonadecanol-1 13.65 2.7 ng 303933 5 13.72 2275960 20.0
Eicosane 14.82 2.7 ng 247783 6 15.09 1835350 20.0
Nonadecane 15.16 3.4 ng 312614 6 15.09 1835350 20.0
Heptadecane 15.54 2.6 ng 237160 6 15.09 1835350 20.0
Heneicosane 15.98 2.3 ng 206105 6 15.09 1835350 20.0
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