LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample - K4385-16

Misc :

ALS Vial : 18 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-BF082319.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 2.146 4 10 18 rVB 1692742 2315158 100.00% 12.348%
2 5.498 575 580 583 rBY 1806671 1627165 70.28% 8.679%
3 6.504 741 751 754 rBVY 1854067 1633597 70.56% 8.713%
4 6.651 771 776 779 rBV 1994197 1690215 73.01% 9.015%
5 6.886 812 816 819 rBV 573619 521226 22.51% 2.780%
6 7.039 837 842 846 rBVY 1579444 1349980 58.31% 7.200%
7 7.439 903 910 913 rBVY 1159601 977091 42.20% 5.211%
8 8.163 1030 1033 1036 rBV 723525 565552 24.43% 3.016%
9 8.910 1157 1160 1164 rBV 135954 128236 5.54% 0.684%
10 9.233 1211 1215 1219 rBvV 1989068 1688890 72.95% 9.008%

11 9.322 1227 1230 1236 rBV3 189069 208034 8.99% 1.110%
12 9.386 1236 1241 1244 rVV6 97130 126834 5.48% 0.676%
13 9.427 1245 1248 1251 rVvB2 130527 135334 5.85% 0.722%
14 9.633 1279 1283 1287 rVB2 522022 502727 21.71% 2.681%
15 9.692 1290 1293 1296 rBvV2 133027 141347 6.11% 0.754%

16 9.792 1307 1310 1312 rBV2 337661 337746 14 .59% 1.801%
17 9.833 1315 1317 1320 rVB 701868 572648 24.73% 3.054%
18 9.874 1321 1324 1326 rBV2 175921 165817 7.16% 0.884%
19 9.916 1326 1331 1335 rVB2 816586 987232 42.64% 5.265%
20 9.969 1337 1340 1344 rBV2 178548 230509 9.96% 1.229%

21 10.180 1374 1376 1378 rBV2 94772 101216 4._.37% 0.540%
22 10.263 1388 1390 1392 rVB 252681 185952 8.03% 0.992%
23 10.292 1392 1395 1398 rBV4 238037 272081 11.75% 1.451%
24 10.333 1399 1402 1405 rVB 624290 517097 22.34% 2.758%
25 10.386 1408 1411 1413 rBV 206259 223798 9.67% 1.194%

26 10.698 1461 1464 1467 rBV 1098905 993908 42.93% 5.301%
27 11.404 1581 1584 1586 rBV 550462 549726 23.74% 2.932%

Sum of corrected areas: 18749116
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\

BF116496.D

23 Aug 2019 23:57

HP/JU

K4385-16

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.15 88.84 ng 2315160 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 11 (2.151 min): BF116496.D (-4) (-) m/z 73.05 100.00%
<}
5000
43 55 87 I S
37 | 7 2.20 2.30 2.40 2.50 2.60
Obrprrer ot e e S e M/Z 43.00  33.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05 26.72%
29
"|"'d|'?§'J'J"|""|"§?|"'?P“"|""|""|'"'l""l""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 U R R U IR U
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.81%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- R ARERaREE
73 220 2.30 2.40 2.50 2.60

m/z 41.05 11.60%

5000
45

29
Ll S 67 | 101

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

3
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 2 unknown6.65 Concentration Rank 2

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

6.65 64 .86 ng 1690220 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF116496.D (-771) (-) m/z 132.00 100.00%
132
5000 68
40 % " 640 6.60 6.80 7.00
54 . . . :
o 83 | ,112 193208 281 m/z 68.10 43 _34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116 A
6.40 6.60 6.80 7.00
m/z 134.00 32.61%
158 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.40%
97
‘ ‘ 117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1
Abundance #14396: 1,2,4-Trifluorobenzene R B A mm s
132 6.40 6.60 6.80 7.00
m/z 69.05 17 .45%
5000 63 g1
112
.,.?‘.1.‘,..*C’..‘,“.w.‘.,‘.l?‘.“.‘.l‘. N — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Phthalic anhydride Concentration Rank 9

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

8.91 4.53 ng 128236 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 95
2 Ninhvdrin 178 C9H604 000485-47-2 90
3 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
4 Phthalamic acid 165 C8H7NO3 000088-97-1 78
5 Indan-1,2,3-trione 160 C9H403 000938-24-9 78

Abundance Scan 1160 (8.910 min): BF116496.D (-1157) (-) m/z 104.00 100.00%
76 104
5000 50
33 148 860 8.80 9.00 9.20
123 179
Ll 85 . i, 129183 | 165 1 | “n/z 76.00 80.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23154: Phthalic anhydride
104
76
5000 148
50 8.60 8.80 9.00 9.20
38 m/z 50.00 36.32%
16 28 61 85
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44594: Ninhydrin
76 104
860 8.80 9.00 9.20
5000 50 m/z 74.00 19.63%
132
6 3 | 6 Jjes | w0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35571: 1,2-Benzenedicarboxylic acid
76 104 8.60 8.80 9.00 9.20
m/z 75.00 11.42%
18
5000 50 148
38
T jl'%8'ﬂ|' ”l'?% 'ﬂml' ] Aan N '|""'}q3"'| T RN SRR AR LR
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 11

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

9.32 4.21 ng 208034 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 93
2 2-Anthracenamine 193 C14H11N 000613-13-8 27
3 1-Anthracenamine 193 C14H11N 000610-49-1 27
4 Bicvclol2.2.11heptane. 2.2.3-tri... 138 C10H18 000473-19-8 20
5 3-Aminophenanthrene 193 C14H11N 001892-54-2 18

Abundance Scan 1230 (9.322 min): BF116496.D (-1227) (-) m/z 193.20 100.00%
193
55 g9 % 123
41
5000 81
208 9.00 9.20 9.40 9.60
m/z 95.10 67 .74%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 9 109 NS SRR AR AR
55 83 137 9.00 9.20 9.40 9.60
151 - m/z 55.00 60.30%
I LT aes 1re |
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #55484: 2-Anthracenamine
193
9.00 920 9.40 9.60
5000 165 m/z 123.10 59.40%
L
51 70 " | 115126 139 152 ) 176
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #55481: 1-Anthracenamine e m
193 9.00 9.20 9.40 9.60
m/z 69.05 57 .40%
5000 165
g2 97 139
39 51 63 c ] 15136 197 152 ) 176 ||
m/z--> 40 60 80 100 120 140 160 180 200 9.00 9.0 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Carbonic acid, 2,2,2-trichl... Concentration Rank 15

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

9.39 2.57 ng 126834 Acenaphthene-d10 9.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. 2.2.2-trichloroet... 344 C14H23CI1303 1000314-55-7 64
2 Oxirane. tetradecvl- 240 C16H320 007320-37-8 64
3 Tridecanal 198 C13H260 010486-19-8 62
4 Tetradecanal 212 C14H280 000124-25-4 58
5 Pentadecanal- 226 C15H300 002765-11-9 58

Abundance

5000

m/z--> 20 40

60

Scan 1242 (9.392 min): BF116496.D (-1236) (-)
6

80 100 120 140 160 180

200

Abundance

5000

#179415: Carbonic acid, 2,2,2-trichloroethyl undec-10-enyl...

41.05 100.00%

9.00 9.20 9.40 9.60 9.80

m/z 69.05 90.62%

900 9.20 940 9.60 9.80

m/z 43.00 88.63%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #94326: Oxirane, tetradecyl-
41 55 71
R e e e e  E EEREE
82 9.00 9.20 9.40 9.60 9.80
5000 29 m/z 57.10 62.53%
95
109
.}?,.\lw..\i\w..w‘ , .‘.M T~ - S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59775: Tridecanal T
43 57 82 9.00 9.20 9.40 9.60 9.80
68 m/z 55.00 61.82%
96
5000
109 154
m/z--> 40 60 80 100 120 140 160 180 200 900 9.20 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 1,3-Isobenzofurandione, 4-m... Concentration Rank 14

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

9.43 2.74 ng 135334 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-1sobenzofurandione. 4-methvl- 162 C9H603 004792-30-7 98
2 Benzofuran 118 C8H60 000271-89-6 95
3 1.2-Benzenedicarboxvlic acid. 4-... 180 C9H804 004316-23-8 93
4 Benzocvyclobuten-1(2H)-one 118 C8H60 003469-06-5 90
5 4-Methylphthalic anhydride 162 C9H603 019438-61-0 89

Abundance Scan 1248 (9.427 min): BF116496.D (-1245) (-) m/z 90.00 100.00%
9
118
162
5000
9.00 9.20 9.40 9.60 9.80
m/z 118.00 73.76%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #32795: 1,3-Isobenzofurandione, 4-methyl-
9
118 162
5000 63 134
9.00 9.20 9.40 9.60 9.80
m/z 162.00 65.38%
- 39 50 74 105
I
m/z--> 200 40 60 80 160 150 1&0 1éo 1§o 260
Abundance #8945: Benzofuran
118
0.00 9.20 9.40 9.60 9.80
5000 m/z 89.00 65.23%
39
27 Tl 1 \ \“ 75 H ‘
m/z--> 25 i ' ' 160 150 1&0 1éo 1§0 260
Abundance #46261. 1,2 Benzenedicarboxylic acid, 4-methyl-
118 9.00 9.20 9.40 9.60 9.80
%0 162 m/z 63.00 43.17%
5000
63
45
17 28 | I \‘\ ?4 107 | 136 149 | 180
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 8 unknown9.69 Concentration Rank 13

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

9.69 2.86 ng 141347 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.3a.4-trim... 208 C15H28 031230-13-4 38
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
3 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 22
4 Cvclohexanol. 3.3.5-trimethvl-. ... 142 C9H180 000933-48-2 22
5 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 22

Abundance Scan 1293 (9.692 min): BF116496.D (-1290) (-) m/z 193.20 100.00%
193
109
5000
208 9.40 9.60 9.80 10.00
m/z 109.10 77.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67977: 1H-Indene, octahydro-2,3a,4-trimethyl-2-(1-methyle...
109 165
95
5000 41 LRI A R RN UL
55 69 g 9.40 9.60 9.80 10.00
m/z 95.10 64 .38%
123 137 151 | 193 208
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
123 940 9.60 9.80 10.00
5000 m/z 69.10 53.92%
150
95
15 27 42 55 75 | 109 | 135 | 164 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20030: Cyclohexanol, 3,3,5-trimethyl- I EAmEmEEE RS
109 9.40 9.60 9.80 10.00
m/z 123.10 51.79%
5000 83
41 55
‘ ‘ 124
s A HH
m/z--> 20 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 10 unknown9.83 Concentration Rank 4

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

9.83 11.60 ng 572648 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Heptadiene. 2.5.5-trimethvl- 138 C10H18 062238-28-2 27
2 Cvclohexane., 1.1".1""-(1-ethanvl... 276 C20H36 055682-86-5 22
3 Oxiranecarboxaldehvde. 3-methvl-... 168 C10H1602 016996-12-6 22
4 Disparlure 282 C19H380 029804-22-6 22
5 1,1"-Bicyclohexyl, 2-ethyl-, cis- 194 C14H26 050991-12-3 18

Abundance Scan 1316 (9.827 min): BF116496.D (-1315) (-) m/z 41.10 100.00%
4 193
55
5000
" '9.60 9.80 10.00 10.20
e e m/z 69.10 93.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16927: 1,6-Heptadiene, 2,5,5-trimethyl-
a4
69
55
5000 95 LRI LI LN BN B
9.60 9.80 10.00 10.20
27 m/z 193.20 93.91%
100123 oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124604: Cyclohexane, 1,1',1"-(1-ethanyl-2-ylidene)tris-
55
41 97 9.60 9.80 10.00 10.20
m/ 97.10 67 .94%
5000 103 z (
Tg 111
133 4 “ “H‘ ‘ \\‘ h\ , 137151165179 | 207 229 276
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance #36524: Oxiranecarboxaldehyde, 3-methyl-3-(4-methyl-3-pent... A ma e e e R
4 69 9.60 9.80 10.00 10.20
m/z 83.10 65.08%
5000
27
125 150 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 11 unknown9.97 Concentration Rank 8

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

9.97 4_.67 ng 230509 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 42
2 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 42
3 Cvclohexanone. 2.5-dimethvl-2-(1... 166 C11H180 006711-26-8 42
4 4-Fluorobenzoic acid. morpholide 209 C11H12FNO2 1000307-09-9 38
5 4,4-Dimethoxy-2,5-cyclohexadien-... 154 C8H1003 000935-50-2 38

Abundance Scan 1340 (9.969 min): BF116496.D (-1337) (-) m/z 123.10 100.00%
5000
a 55 % g o5
09 1 193 208 9.60 9.80 10.00 10.20
1312 179 222 m/z 69.10  35.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethy!-
123
43
5000 BRI
960 980 1000 10.20
55 &7 8 109 165 m/z 55.05 33.42%
e I“ ||||I| I||.| ||||I.| ||.‘|| II.|| I.I Il.?.rl:ll'?zll I|.I I:II'8O” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67745: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...
123
208
9.%0 9.&'30 10.'00 10.'20 '
5000 m/z 41.00 29.81%
41 55 69

e LS ET
Mthmw\mmm%‘

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #35094: Cyclohexanone, 2,5-dimethyl-2-(1-methyletheny!l)- L B o
123 137 9.60 9.80 10.00 10.20
0
o7 107 m/z 95.10 28.90%
41
5000 81
55 % 151
i LT
..,.U..ﬁ“..‘.“l‘,.‘l“..“,‘..‘.H‘,.l“..,‘l...‘,..a. .‘... e o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 60 9. 80 10 00 10.20

8270-BF082319.M Mon Aug 26 16:17:10 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 12 unknownl10.18 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.18 2.05 ng 101216 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(3-Methvlbutv)-2.4.6-trimethv... 190 Cl14H22 016204-65-2 38
2 Prindolol TMS derivative 320 C17H28N202Si 1000137-17-9 35
3 Disiloxane. pentamethvl- 148 C5H160Si2 001438-82-0 27
4 Benzene. 2-(chloromethvI)-1.3.5-_.. 168 C10H13ClI 001585-16-6 27
5 Benzenepropanol, 2,4,6-trimethyl- 178 C12H180 027645-07-4 25
Abundance Scan 1376 (10.180 min): BF116496.D (-1374) (-) m/z 133.05 100.00%
133
50001 43 71
97
11 159 2% 9.80 10.00 10.20 10.40
188 : : - :
219234 m/z 43.00 40.96%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53178: 1-(3-Methylbutyl)-2,4,6-trimethylbenzene
5000 AL SRR BUMLIN SO R
9.80 10.00 10.20 10.40
160 m/z 71.10 40.69%
65 91 117 | 148 ,
m/z--> 40 60 éo 160 150 150 160 180 200 220 240 260 280 300 320
Abundance #161086: Prindolol TMS derivative
133
9.80 10.00 10.20 10.40
5000 2 m/z 57.00 35.53%
5 | gol04 | 1581731882?4220 246 305320
m/z--> 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #22918: Disiloxane, pentamethyl- A B b
133 9.80 10.00 10.20 10.40
m/z 41.00 30.52%
5000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9.80 10.00 10.20 10.40

8270-BF082319.M Mon Aug 26 16:17:10 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 13 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.26 3.77 ng 185952 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 72
2 2-Acetvl-5-trifluoroacetvlfurane 206 C8H5F303 1000222-23-5 30
3 Diallvidivinvisilane 164 C10H16Si 119901-88-1 22
4 Ethanone. 1-(3-Fluorophenvl)- 138 C8H7FO 000455-36-7 18
5 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 18
Abundance Scan 1390 (10.263 min): BF116496.D (- 1388 ( ) m/z 193.20 100.00%
143
69 95
41 55 81 109
137
5000
27 22 110,00 10.20 10.40 10.60
149 165177 . . . .
LT v il , Iy 128 "m/z 123.10 99.20%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethyInaphthalene
95 109 123 207
69
81 137 193
5000 55 10100 1020 1040 1060
I 151 222 m/z 69.10 75.93%
|“"w"w'L“J'HJ|”"|L'w"“???' T T T
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66445: 2-Acetyl-5-trifluoroacetylfurane
69 137
% HURN ISR NN BUNRA BSUR
206 10.00 10.20 10.40 10.60
5000 m/z 95.10 75.87%
H‘ JH E:! 108119 | 149 178
miz-> 20 40 b éo 100 120 140 160 180 200 220
Abundance #33581: Diallyldivinylsilane e  RRRaE Bam s
123 10.00 10.20 10.40 10.60
95 m/z 109.10 69.56%
5000 55
83
43 69 ‘
m/z--> 20 80 100 120 140 160 180 200 220 10,00 10.20 10.40 10.60

8270-BF082319.M Mon Aug 26 16:17:11 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 14 unknownl10.29 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.29 5.51 ng 272081 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 35
2 Benzene-1.2.3-triamine 123 C6HON3 1000316-45-3 18
3 3-(2-Ethvl-imidazol-1-vD)-propio... 168 C8H12N202 1000277-78-0 14
4 [2-(4-Fluorophenvloxazol-4-vl1a... 221 C11H8FNO3 1000316-47-5 14
5 Benzene, 1,3-bis(2-Ffluorobenzoyl... 354 C20H12F204 294874-06-9 14
Abundance Scan 1395 (10.292 min): BF116496.D (-1392) (-) m/z 193.20 100.00%
193
69 123

5000

07 221 540 10.00 10.20 10.40 10.60
m/z 123.10  75.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193

5000 43 95 T T T
109 10. OO 10 20 10. 40 10 60
69 g1 97

m/z 69.10 72.22%
i ” A||M

137149 163 179 | 207 222

m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance #10119. Benzene-1,2,3-triamine
123
R N REEE SRS R
10.00 10.20 10.40 10.60
5000 m/z 55.00 63.64%

39 52 79 106
‘H \‘h \ h H\ ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #37139: 3-(2-Ethyl-imidazol-1-yl)-propionic acid I EAmEmEEE RS

123 10.00 10.20 10.40 10.60

m/z 41.00 63.45%
5000 41 81 ?
168
107 153

HJ‘M ‘“ T T — N —

m/z--> 20 80 100 120 140 160 180 200 220 240 10. OO 10 20 10. 40 10 60

8270-BF082319.M Mon Aug 26 16:17:11 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 15 unknownl10.33 Concentration Rank 5

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

10.33 10.48 ng 517097 Acenaphthene-d10 9.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 47
2 4-Fluorobenzoic acid. 2-pentadec... 350 C22H35F02 1000280-68-3 47
3 2.11-Dioxabicvclol4.4_.1Tundeca-3... 222 C13H1803 070412-52-1 47
4 1.3-Benzenediamine. 4-methoxv- 138 C7H10N20 000615-05-4 46
5 Benzene, 1,4-dimethoxy- 138 C8H1002 000150-78-7 38

5000

Abundance Scan 1401 (10.327 min): BF116496.D (-1399) (-)
123
69
5000 41 95 81 g5 109
137 207 99
o 151 166 180193 234

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67745: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...

123

208

m/z 123.10 100.00%

10.00 10.20 10.40 10.60

m/z 69.10 52 .73%

10. 00 10. 20 10 40 10. 60

m/z 55.00 46.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #184116: 4-Fluorobenzoic acid, 2-pentadecyl ester
123
AR am s
10.00 10.20 10.40 10.60
5000 41 m/z 81.10 43.71%
55 95
29 69 141
210
I 0 0 O T N L2
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,... T
123 10.00 10.20 10.40 10.60
m/z 109.10 43.25%
43
5000 109 179
222
7 | Ben® | | W | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 00 10. 20 10 40 10. 60

8270-BF082319.M Mon Aug 26 16:17:12 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116496.D

Aca On : 23 Aug 2019 23:57

Operator : HP/JU

Sample : K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 16 Benzene, 2,4-dichloro-l1-nitro- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.39 4.53 ng 223798 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2.4-dichloro-1-nitro- 191 C6H3CI2NO2 000611-06-3 53
2 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-40-7 38
3 2-Fluorophenvl isocvanate 137 C7H4FENO 016744-98-2 30
4 4-Fluorophenvl isocvanate 137 C7H4FNO 001195-45-5 30
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 27

Abundance Scan 1412 (10.392 min): BF116496.D (-1408) (-) m/z 137.10 100.00%
5000 41 109
69
55 9% | 123
222 LN RN BN I
‘ | || 157 171 I |23 10.00 10.20 10.40 10.60 10.80
.'.'!l"i'.':|I".'|'I".|'|.'| ,..'.'.||' i ....| ....,....Il. m/z 109.10 46 .57%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #53901: Benzene, 2,4-dichloro-1-nitro-

109 191
145

74 133 161

10.00 10.20 10.40 10.60 10.80
m/z 41.00 46.43%

5000

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo-
95

55 109 L o e
41 10.00 10.20 10.40 10.60 10.80

5000 67 m/z 69.10 35.56%

H 123 138
‘ I | ‘

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #16619: 2-Fluoropheny! isocyanate B B o
137 10.00 10.20 10.40 10.60 10.80
m/z 81.10 34.78%
109
5000
82
31 57
S T I NI - S M e emna
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10 60 10. 80

8270-BF082319.M Mon Aug 26 16:17:12 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082319\
Data File : BF116496.D

Acq On : 23 Aug 2019 23:57

Operator : HP/JU

Sample - K4385-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_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]
Butane, 2-methoxy... 2.15 88.8 ng 2315160 1 6.89 521226 20.0
unknown6 .65 6.65 64.9 ng 1690220 1 6.89 521226 20.0
Phthalic anhydride 8.91 4.5 ng 128236 2 8.16 565552 20.0
Decahydro-4,4,8,9... 9.32 4.2 ng 208034 3 9.92 987232 20.0
Carbonic acid, 2,... 9.39 2.6 ng 126834 3 9.92 987232 20.0
1,3-1sobenzofuran. .. 9.43 2.7 ng 135334 3 9.92 987232 20.0
unknown9 .69 9.69 2.9 ng 141347 3 9.92 987232 20.0
unknown9 .83 9.83 11.6 ng 572648 3 9.92 987232 20.0
unknown9 .97 9.97 4.7 ng 230509 3 9.92 987232 20.0
unknown10.18 10.18 2.0 ng 101216 3 9.92 987232 20.0
Decahydro-8a-ethy... 10.26 3.8 ng 185952 3 9.92 987232 20.0
unknown10.29 10.29 5.5 ng 272081 3 9.92 987232 20.0
unknown10.33 10.33 10.5 ng 517097 3 9.92 987232 20.0
Benzene, 2,4-dich... 10.39 4.5 ng 223798 3 9.92 987232 20.0
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