LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc :

ALS Vvial : 22 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 : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134771.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.416 563 566 574 rVB 218358 195935 2.89% 0.493%
2 6.428 735 738 743 rVB 185480 172923 2.55% 0.435%
3 6.798 797 801 805 rBV 951135 772633 11.38%  1.946%
4 7.351 893 895 900 rVW 129774 112699 1.66% 0.284%
5 7.392 900 902 906 rVB 116227 88722 1.31% 0.223%
6 8.022 1006 1009 1013 rBV3 79421 102279 1.51% 0.258%
7 8.075 1013 1018 1022 rVV 1221031 1143303 16.84% 2.879%
8 8.128 1025 1027 1031 rVW3 77129 97466 1.44%  0.245%
9 8.310 1055 1058 1061 rBV2 85032 100458 1.48% 0.253%
10 8.369 1064 1068 1071 rVB4 135347 177006 2.61% 0.446%
11 8.463 1081 1084 1087 rBV3 95645 89587 1.32% 0.226%
12 8.504 1087 1091 1092 rBV2 112312 133051 1.96% 0.335%
13 8.522 1092 1094 1095 rW 144376 114533 1.69% 0.288%
14  8.539 1095 1097 1100 rVB 248906 213720 3.15% 0.538%
15 8.581 1100 1104 1106 rBv4 110561 125780 1.85% 0.317%
16 8.622 1106 1111 1115 rBV5 128881 219833 3.24% 0.554%
17 8.704 1121 1125 1128 rBV6 127894 212562 3.13% 0.535%
18 8.763 1132 1135 1139 rVV5 181896 241954 3.56% 0.609%
19 8.822 1142 1145 1148 rBV3 207731 182391 2.69% 0.459%
20 8.851 1148 1150 1153 rBV3 170916 181185 2.67% 0.456%
21  8.957 1165 1168 1171 rBV5 170964 245377 3.61% 0.618%
22 9.033 1178 1181 1184 rBV4 190406 282677 4.16% 0.712%
23 9.069 1184 1187 1190 rVV2 496709 452660 6.67% 1.140%
24 9.104 1190 1193 1196 rVB4 362243 336436 4.96% 0.847%
25 9.151 1197 1201 1204 rBV2 536330 642087 9.46% 1.617%
26 9.233 1211 1215 1218 rBV2 816775 1095365 16.14% 2.758%
27 9.281 1220 1223 1225 rBV3 232835 270231 3.98% 0.681%
28 9.492 1257 1259 1261 rBV2 561979 487153  7.18%  1.227%
29 9.545 1265 1268 1270 rBV 2329478 1879048 27.68% 4.732%
30 9.563 1270 1271 1274 rVB2 589955 451193 6.65% 1.136%
31 9.598 1275 1277 1281 rVB3 575790 701336 10.33% 1.766%
32 9.651 1284 1286 1288 rVB2 344427 227438 3.35% 0.573%
33 9.704 1292 1295 1298 rBv4 1385734 1732090 25.52% 4.362%
34 9.751 1300 1303 1305 rVB 2867864 2511291 37.00% 6.324%
35 9.786 1305 1309 1312 rBV3 723152 1055835 15.55% 2.659%

36 9.822 1312 1315 1316 rBV 1297308 1434257 21.13% 3.612%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc :

ALS Vvial : 22 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 : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.880 1322 1325 1327 rBV2 742246 781005 11.51% 1.967%
38 10.104 1361 1363 1368 rBV3 1217264 1449246 21.35% 3.650%
39 10.163 1371 1373 1374 rBV 862759 707908 10.43% 1.783%
40 10.216 1379 1382 1384 rBV2 950276 993654 14.64% 2.502%
41 10.251 1385 1388 1393 rBV3 1845037 2470724 36.40% 6.222%
42 13.986 2021 2023 2034 rVB 861028 1046934 15.42% 2.636%
43 14.451 2100 2102 2107 rVB 604343 593168 8.74% 1.494%
44 14.492 2107 2109 2112 rVB 511705 420238 6.19% 1.058%
45 14.563 2115 2121 2122 rBV 946598 1377930 20.30% 3.470%

46 14.627 2127 2132 2136 rBV 4972479 6787962 100.00% 17.094%

47 14.668 2137 2139 2146 rVB 946914 1274591 18.78%  3.210%
48 14.721 2146 2148 2149 rBV 439371 338025 4.98% 0.851%
49 14.810 2160 2163 2167 rBV 532949 591442 8.71% 1.489%
50 14.862 2170 2172 2176 rVB 511571 446277 6.57% 1.124%
51 14.951 2185 2187 2191 rVB 861223 948660 13.98%  2.389%
52 15.045 2201 2203 2207 rVB 307861 337628 4.97%  0.850%

53 15.457 2269 2273 2278 rVB 564490 662670 9.76%  1.669%

Sum of corrected areas: 39710556
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 14 Aug 2023 21:26
¢ CG\JU
¢ 03972-03 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081423\
BF134771.D

: 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF134771.D\data.ms

6.798
5.416 6.428 773592

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF134771.D\data.ms

9.751

9.545 | : ’
9.822
9.708880

8.075

8.081128 & #9G

0
Time-->

= — — T 7 — — T 7
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF134771.D\data.ms

13.986

15.457

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.233 15.27 ng 1095370  Acenaphthene-d10 9.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 53
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 52
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 46
4 2H-Spiro[l-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 35
5 Spiro[5.6]dodecane-1,7-dione 194 C12H1802 050803-80-0 25

Abundance Scan 1215 (9.233 min): BF134771.D\data.ms (-1211) (-) m/z 193.20 100.00%
198.2
BT sy 1231
5000 ’
.00 9.20 9.40 9.60
151.2 219.8 Tt 1o €1 199
0! m/z 55.10 61.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 69.0 95.0 LB e e
9.00 9.20 9.40 9.60
m/z 123.10 55.81%
151.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
FT
9.00 9.20 9.40 9.60
5000 55.0 m/z 41.10 51.37%
109.0
810
29.0 ‘
137.0
] mM Nl 1630, | 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone T RRRmEESE
193.0 9.00 9.20 9.40 9.60
m/z 95.10 50.35%
123.0
5000
150.0
95.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Naphthalene, 2,3-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.492 6.79 ng 487153  Acenaphthene-d10 9.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94

Abundance Scan 1259 (9.492 min): BF134771.D\data.ms (-1257) (-) m/z 156.10 100.00%
156.1
5000
109.1
81.1
551 | ‘ ] ‘ 193. 9.20 9.40 9.60 9.80
0 "wm,m:u‘:”w!“h - JW ‘W‘mw‘m??ﬂ‘l m/z 141.05 88.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
5000 L B R B L AR B
9.20 9.40 9.60 9.80
m/z 109.10 35.17%
76.0 115.0
0 \\\‘2\7\\0\’\5\1‘\\0“}\‘\““\\\\‘\\\‘\‘\‘1‘\\“‘\\U‘“\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
DD
9.20 9.40 9.60 9.80
5000 m/z 155.10  30.63%
115.0
27.0 510\\76\\0 ‘ bl
pror e e e el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33136: Naphthalene, 1,4-dimethyl- i EEas
156.0 9.20 9.40 9.60 9.80
m/z 95.10 24.23%
5000
115.0
51.0 77.0
B ko PR G | A o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknown9.545 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.545  26.20 ng 1879050  Acenaphthene-d10 9.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
3 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 30
4 2-Anthracenamine 193 C14H11N 000613-13-8 30
5 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 27

Abundance Scan 1268 (9.545 min): BF134771.D\data.ms (-1265) (-) m/z 193.20 100.00%

198.2
69.1
- e o1 = JMMM
T \
VAT
N J‘_M I m_‘H???ww@??c?‘ m/z 69.10  45.97%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine,
198.0
42.0
5000 83.0 ‘9.1\50‘ \
108.0 m/z 123.10 41.57%
158.0
0\1\5\‘0\\\\i“\\“!‘\“\“\\‘\\\w“\!\\‘1\:\3\2\‘\\\H“\\\‘U‘\\"\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
: 123.0 i ‘
41.0 9.50
5000 95.0 m/z 83.10 39.44%
ST O G-~ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68239: Pyrazole, 5-methyl-3-(5-nitro-2-furyl)- — ‘
193.0 9.50
m/z 41.10 37.05%
5000
119.0
163.0
0159 450??0?90\‘L \ \‘ I ‘\ I
R T R R P
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown9.598 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.598 9.78 ng 701336  Acenaphthene-di10 9.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 46
2 Pyrazolo[5,1-c]-as-triazine-3-ca... 193 C6H7N70 016111-78-7 35
3 2-Butenamide, N-(4-fluorophenyl)... 193 C11H12FNO 1000307-26-7 35
4 Iminostilbene 193 C14H11N 000256-96-2 22
5 Diazoacetic acid, 2-isopropyl-5-... 224 C12H20N202 1000188-20-3 20

Abundance Scan 1277 (9.598 min): BF134771.D\data.ms (-1275) (-) m/z 193.20 100.00%

193.2
69.1 95.1
41.1

S
9.50 10.00
bl b el 103, L2280 s 951 s9.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
123.0

5000

o

—
150.0 9.50 10.00
m/z 109.10  58.05%

95.0 ‘
\1\7\.‘0\‘\\4\3\.\0\‘\‘6\9\.\9‘}\\‘i‘\\‘\\“\\\\‘\\‘\\‘\\\\‘\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68154: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a
198.0

s
95.0 9.50 10.00
5000 m/z 69.10 56.36%

162.0
67.0 135.0
S T T T N AN NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #67699: 2-Butenamide, N-(4-fluorophenyl)-3-methyl- :
83.0 9.50 10.00
m/z 83.10 56.16%

o

5000 111.0
55.0

29.0
148.0
o i R S Y N I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

193.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknown9.704 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.704  24.15 ng 1732090  Acenaphthene-d10 9.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 91
2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-79-1 43
3 Neopentylidenecyclohexane 152 C11H20 039546-80-0 38
4 2,4,5,5,8a-Pentamethyl-4a,5,6,7,... 208 C14H240 1010195-30-1 30
5 1,1'-Bicyclohexyl, 2-ethyl-, cis- 194 C14H26 050991-12-3 25

Abundance Scan 1295 (9.704 min): BF134771.D\data.ms (-1292) (-)| | m/z 69.1@ 100.00%

69.1
41.1 . 193.2
5000
—— —
9.50 10.00
0 2242 m/z s5.10  82.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethyinaphthalene
198.0
123.0
5000 69.0 9.0 — —
9.50 10.00
m/z 41.10 82.09%
‘ ‘ 151.0
0 \\\‘\\\\‘\\\‘\‘\ \\“‘1\\‘L‘\‘\‘}\“!\\\“\\‘}\‘\\\\“\\}‘\‘\!\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100849: Silane, chlorodiethyl(2-methylpent-3-yloxy)-
109.0 198.0
—— —
9.50 10.00
5000 m/z 193.20  77.57%
83.0
430 ‘ ‘ H 151.0
obeerrtertbrbb b L L 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane o T
69.0 9.50 10.00
m/z 109.10 73.99%
- i 17 WJ\JMM
ol150]_ R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown9.751 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.751 35.02 ng 2511290  Acenaphthene-d10 9.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
2 Acetamide, N-methyl-N-[4-[3-(hyd... 224 C12H2@N202 130403-63-3 18
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10OH18 000473-55-2 15
4 s-Triazine, 2-amino-4-(piperidin... 276 C14H24N6 021868-43-9 14
5 Hexadecanedinitrile 248 C16H28N2 006812-44-8 14

Abundance Scan 1303 (9.751 min): BF134771.D\data.ms (-1300) (-) m/z 193.20 100.00%

198.2
69.1 97.1
5000 a1
1231

152.2 9.50 10.00

0 224.2 m/z 69.10 60.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0
123.0

5000 —— —
150.0 9.50 10.00

95.0 ‘ :
\1\7\.‘0\‘\ \4\%\.\0\ ‘\ ’6\9\.\0\’ } T \‘i ‘ T \‘\ T ’ 1 TTT ’ T \‘\ T ’ TTTT ‘ T ‘\ ‘ TTTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104017: Acetamide, N-methyl-N-[4-[3-(hydroxymethyl)p
124.0 193.0

430 9.50 10.00
5000 m/z 41.10 51.18%

82.0
S ‘H‘ by Aot 110, | 2240
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #19511: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl- — —
55.0 95.0 9.50 10.00

5000
123.0
27.0

—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

o

o

o

8270-BF080123.M Tue Aug 15 14:52:46 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknown9.786 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.786 14.72 ng 1055840  Acenaphthene-d10 9.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3,5,5-tetramethylcyclohexene 138 C10H18 1000510-60-7 43
2 1-Cyclohexylnonene 208 C15H28 114614-84-5 41
3 Cyclopentane, 1-methyl-1-(2-meth. 138 C10H18 074764-47-9 35
4 4-Fluoro-N-4- p1per1d1nylbenzam1de 222 C12H15FN20 075484-39-8 27
5 o-Fluoroacetophenone 138 C8H7FO 000445-27-2 25

Abundance Scan 1309 (9.786 min): BF134771.D\data.ms (-1305) (-) m/z 123.10 100.00%

128.1
55.1
83.1
5000
208.2 —— —
1522 179.2 9.50 10.00
0! m/z 55.10 70.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19458: 3,3,5,5-tetramethylcyclohexene
82.0 128.0
5000 41.0 [ - T
9.50 10.00
m/z 83.10 62.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85358: 1-Cyclohexylnonene
58.0
—— —
96.0 9.50 10.00
5000 ’ m/z 41.10 58.05%
208.0
0! N

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19548: Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl) —— —
81.0 123.0 9.50 10.00

410 m/z 69.16  54.31%
5000
0 S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

g

8270-BF080123.M Tue Aug 15 14:52:47 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Dodecane, 2,6,11-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.104 20.21 ng 1449250  Acenaphthene-d10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 51
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 49
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 38
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 38
5 Heneicosane 296 C21H44 000629-94-7 38

Abundance Scan 1363 (10.104 min): BF134771.D\data.ms (-1361) (- m/z 57.10 100.00%
57

N
1331
5000
7.1

T
‘ 204.2 10.00 10.50
!

ol 0 plily 1681, | 2402 . 7116 86.14%

miz--> 50 100 150 200 250 300
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0

5000

—
10.00 10.50
m/z 43.10 80.21%

99.0
a0 ALy 18902120
miz—-> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

—
10.00 10.50
5000 m/z 133.05 77.93%

7.0
Ll 0 a0 20 s,
m/z--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-

—
57.0 10.00 10.50
m/z 85.10 62.00%

o MM
99.0
| 155.0 197.0 304

ob— upwhu”w“ VIR W M . —
miz--> 50 100 150 200 250 300 10.00 10.50

o

o

8270-BF080123.M Tue Aug 15 14:52:48 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Naphthalene, 1,4,5-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.163 9.87 ng 707908  Acenaphthene-di10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
3 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 80
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 60
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 49

Abundance Scan 1373 (10.163 min): BF134771.D\data.ms (-1371) (- m/z 155.10 100.00%

10.00 10.50

5000

220.2 248.2

0! m/z 170.10 91.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45531: Naphthalene, 1,4,5-trimethyl-
155.0
5000 JRITAR e
10.00 10.50
128.0 m/z 193.20 82.17%
63.0 89.0
0 ‘\H\H\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
P -
10.00 10.50
5000 m/z 69.10  70.37%
128.0
63.0 89.0 M
OWMJ‘“

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45543: 3-(2-Methyl-propenyl)-1H-indene —— —

155.0 10.00 10.50
m/z 83.10 56.05%

5000
115.0
76.0 ‘

41.0 ‘
0! Pl e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF080123.M Tue Aug 15 14:52:49 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknownl@.216 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.216 13.86 ng 993654  Acenaphthene-di1e 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 35
3-Trifluoroacetoxytridecane 296 C15H27F302 1000245-47-2 27
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 25
4 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 22
5 Triallylsilane 152 C9H16Si 001116-62-7 22
Abundance Scan 1382 (10.216 min): BF134771.D\data.ms (-1379) (-| | m/z 193.20 100.00%
198.2
69.1
41.1 123.1
5000
1571 T ‘ T T ‘ T
10.00 10.50
L u!“““l“u‘!‘ M!m,luwaw‘u 1“\‘\‘\“\‘\“2‘2"4‘ﬁ_mw m/z 69.10  76.88%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #155615: 2-Dodecen-1-yl(-)succinic anhydride
41.0 69.0
5000 e —
10.00 10.50
m/z 123.10 62.97%
o 209.0237.0266.(
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #193728: 3-Trifluoroacetoxytridecane
41.0
—— —
69.0 10.00 10.50
5000 m/z 55.10 60.67%

0,
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone — —
193.0 10.00 10.50
m/z 41.10 60.45%
123.0
5000
95.0
9o s

O e e e e e e e — —
m/z--> 20 40 60 80 100120140160 180200 220240260 10.00 10.50

8270-BF080123.M Tue Aug 15 14:52:50 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26

Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 unknownl®.251 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.251 34.45 ng 2470720  Acenaphthene-d10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 49
2 1-(4-Fluorophenyl)-2-(methoxymet... 222 C12H11FO3 1000388-14-4 47
3 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 1000299-15-1 46
4 trans-2-(1-Hydroxycyclohexyl)-furan 166 C10H1402 115754-87-5 38
5 (Phenylthio)acetic acid, cyclobu... 222 C12H1402S 1010299-95-5 38

Abundance Scan 1388 (10.251 min): BF134771.D\data.ms (-1385) (- m/z 123.10 100.00%
128.1
5000
411 891 954 207.2
—— —
‘ ‘ RN 16F1 ‘ 10.00 10.50
o_m‘m‘u!H“m‘m_‘w,‘ b L2382 L 6010 34.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84687: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester
128.0
68.0
5000 e ——
10.00 10.50
41.0 95.0 m/z 109.16  33.77%
ok k \ H\ y 163.0  208.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101081: 1-(4-Fluorophenyl)-2-(methoxymethylidene)but
1238.0
—— —
95.0 10.00 10.50
5000 m/z 81.16  32.24%
43.0
222.0
0 m Iin 69\‘\ “ i I ‘ 1490 1790
R e L B R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84685: 4-Fluorobenzoic acid, 3-methylbut-2-enyl ester —— —
123.0 10.00 10.50
m/z 95.10 30.81%
5000 68.0
41.0 95.0
ol H | 1490 1790 2080
————— — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF080123.M Tue Aug 15 14:52:51 2023

Page:

14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Adipic acid, decyl 2-methyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.451 11.33 ng 593168 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, decyl 2-methylpent-... 370 C22H4204 1000353-56-5 53
2 Adipic acid, cycloheptyl isohexy... 326 C19H3404 1000324-71-8 50
3 Adipic acid, isohexyl 2-octyl ester 342 C20H3804 1000324-44-8 47
4 Cyclohexanecarboxylic acid, dode... 296 C19H3602 094107-45-6 47
5 Adipic acid, 2-ethylhexyl isohex... 342 C20H3804 1000324-48-3 43
Abundance Scan 2102 (14.451 min): BF134771.D\data.ms (-2100) (-] | m/z 129.00 100.00%
129.0
5000
55.1
=
L ez
ol b Ly Lu) ||l 1851227.12691 33433793 ./, 5519  29.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #279388: Adipic acid, decyl 2-methylpent-3-yl ester
129.0
5000 T
269.0 14.50
43.0 850 m/z 43.10 29.31%
0 \“ ‘M\ ‘”‘ \““\ ‘}‘h \L\ }“ \1\8\5\(‘)\22\7\0‘ L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #231769: Adipic acid, cycloheptyl isohexyl ester
129.0
——
14.50
5000 m/z 84.10 27.18%
55.0
‘ 213.0
O O Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #251094: Adipic acid, isohexyl 2-octyl ester T
129.0 14.50
m/z 57.10 26.56%
5000
43.0 85.0 213.0
okl d b me | -
mlz--> 50 100 150 200 250 300 350 400 14.50

8270-BF080123.M Tue Aug 15 14:52:52 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 1,2-Benzenedicarboxylic aci... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.492 8.03 ng 420238  Chrysene-di12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 58
2 Phthalic acid, 3,3-dimethylbut-2... 320 C19H2804 1000357-00-3 53
3 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004 000146-50-9 52
4 Phthalic acid, isohexyl undecyl ... 404 C25H4004 1000308-97-5 52
5 Phthalic acid, 2-methylpent-3-yl... 320 C19H2804 1000356-90-9 50
Abundance Scan 2109 (14.492 min): BF134771.D\data.ms (-2107) (-] | m/z 149.00 100.00%
149.0
5000
711
——
293.1 14.50
217.2
ol Al 8123 L 7110 30.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #312555: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
5000 T
14.50
m/z 57.10 29.47%
43.0
| 1040 293.0
0\”\‘\“‘\u“\”\“‘\\\\ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #224792: Phthalic acid, 3,3-dimethylbut-2-yl pentyl ester
149.0
——
14.50
5000 m/z 43.10  22.32%
43.0 85.0 219.0
ot A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #241937: 1,2-Benzenedicarboxylic acid, bis(4-methylpen ——
149.0 14.50
m/z 69.10 16.32%
5000
43.0 85.0
‘ ‘ 251.0
R —
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF080123.M Tue Aug 15 14:52:53 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Phthalic acid, 3-methylbuty... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.563  26.32 ng 1377930  Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 3-methylbutyl tet... 432 C27H4404 1000356-81-5 59
2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 47
3 Phthalic acid, hex-3-yl isohexyl... 334 C20H3004 1000356-95-6 47
4 Phthalic acid, 2,4-dimethylpent-... 376 C23H3604 1000356-84-7 43
5 Phthalic acid, cycloheptyl isohe... 346 C21H3004 1000322-83-1 43
Abundance Scan 2121 (14.563 min): BF134771.D\data.ms (-2115) (-] | m/z 149.00 100.00%
149.0
5000 711 VijMAjmﬂﬁwqﬁﬂﬁmﬁA
141, 1o 2 .
obd b Ly L1931 2420 | 8763 L/, 7110 41.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #319094: Phthalic acid, 3-methylbutyl tetradecyl ester
149.0
5000 —— ‘
14.50
m/z 57.10 35.23%
7.0 237.0
029Q i u‘ . | 36:\30
\\f‘\\\\]\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #312555: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
T \
14.50
5000 m/z 43.10 25.70%
43.0
gy 080 20
L N N
m/z--> 50 100 150 200 250 300 350 400
Abundance #241719: Phthalic acid, hex-3-yl isohexyl ester —
149.0 14.50
m/z 85.10 20.64%
5000
43.0 85.0
] ‘ 251.0
T e
mlz--> 50 100 150 200 250 300 350 400 14.50

8270-BF080123.M Tue Aug 15 14:52:54 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 1,4-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.627 129.67 ng 6787960  Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 87
2 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 68
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 64
4 Terephthalic acid, monochloride,... 296 C16H21Cl03 1000324-22-9 50
5 Terephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 43
Abundance Scan 2132 (14.627 min): BF134771.D\data.ms (-2127) (-] | m/z 70.10 100.00%
70.1
261.1
149.0
5000
= =
| h ‘ | | 14.50 15.00
ob UL EE 11900 [ 13041 3612 1/ 261.10  78.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0
5000 67.0 T T T
14.50 15.00
m/z 149.00 68.57%
029% L\“\““\ \L \‘\ } P \2‘1\5\\0\ T “\ 304.0 \3‘6\1\0\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #295634: Terephthalic acid, di(4-octyl) ester
261.0
— —
167.0 14.50 15.00
5000 ’ m/z 112.10 47.54%
112.0
70.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) = —
70.0 14.50 15.00
m/z 57.10 37.73%
112.0
5000 261.0
67.0
29.
0 944 i | ‘ 2180 | 30403470 — —
miz--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Phthalic acid, 2-methylbuty... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.668 24.35 ng 1274590  Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-methylbutyl non... 362 C22H3404 1000322-81-7 64
2 Di-isononyl phthlate 418 C26H4204 020548-62-3 59
3 Phthalic acid, 5-methylhex-2-yl ... 390 C24H3804 1000371-08-5 53
4 Phthalic acid, 2,2-dimethylpent-... 404 C25H4004 1000415-53-3 53
5 1,2-Benzenedicarboxylic acid, bi... 306 C18H2604 000605-50-5 50

Abundance Scan 2139 (14.668 min): BF134771.D\data.ms (-2137) (- m/z 149.00 100.00%

149.0
5000
711

—
293.1 14.50 15.00

b ool L ont 2491 | 3472 4033 51 45 30.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #271833: Phthalic acid, 2-methylbutyl nonyl ester
149.0
5000 LW

—
14.50 15.00
m/z 57.10  27.28%

oro0 [10 | 2370 2030
L ‘ T ‘ T 1T T 1T ‘ T T T ‘ T T T ‘ T T 1T ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #312483: Di-isononyl phthlate

149.0

—
14.50 15.00
5000 m/z 43.10  26.95%

43"0 PS'O 293.0
e e
m/z--> 50 100 150 200 250 300 350 400

Abundance #295712: Phthalic acid, 5-methylhex-2-yl nonyl ester —
149.0 14.50 15.00

m/z 85.10 16.81%

5000
43.0 293.0
| |, 990 |

Oh S e e e e — —
miz—-> 50 100 150 200 250 300 350 400 14.50 15.00

o

8270-BF080123.M Tue Aug 15 14:52:56 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Phthalic acid, hept-3-yl no... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.810 17.85 ng 591442  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, hept-3-yl nonyl e... 390 C24H3804 1000356-99-3 59
2 Phthalic acid, 3-methylbutyl non... 502 C32H5404 1010356-82-0 59
3 1,2-Benzenedicarboxylic acid, di... 474 C30H5004 003648-20-2 59
4 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 58
5 Phthalic acid, isohexyl 2-methyl... 320 C19H2804 1000322-81-3 53
Abundance Scan 2163 (14.810 min): BF134771.D\data.ms (-2160) (- m/z 149.00 100.00%
149.0
5000
711
— —
” ‘ }‘ | 2931 14.50 15.00
ol bbb L2080 L 36124142 00 10 26.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #295632: Phthalic acid, hept-3-yl nonyl ester
149.0
5000 — —
14.50 15.00
m/z 57.10 25.90%
57.0 293.0
0 \‘\\u‘“lwl\‘\'\“‘\\\\ \‘\H‘HH‘H‘H‘HH‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #338445: Phthalic acid, 3-methylbutyl nonadecyl ester
149.0
— ——
14.50 15.00
5000 m/z 43.1@0  21.55%
71.0
237.0
1 S0 S POFVOU AT N oo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #332902: 1,2-Benzenedicarboxylic acid, diundecyl ester — ——
149.0 14.50 15.00
m/z 85.10 15.21%
- Il M
321.0
oL L0 L ae00 T 474
—— P e
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Phthalic acid, 2-methylpent... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.863 13.47 ng 446277  Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-methylpent-3-yl... 376 C23H3604 1000356-91-4 59
2 Phthalic acid, 3-methylbutyl non... 362 C22H3404 1000356-81-0 59
3 Phthalic acid, cyclobutyl tetrad... 416 C26H4004 1000314-90-9 53
4 Phthalic acid, 4-methylhept-3-yl... 404 C25H4004 1000377-94-4 53
5 Phthalic acid, 1-cyclopentylethy... 388 C24H3604 1010309-73-8 53
Abundance Scan 2172 (14.862 min): BF134771.D\data.ms (-2170) (-] | m/z 149.00 100.00%
149.0
57.1 — —
| M ‘ 0 293.1 14.50 15.00
ol A 040 || 2024 251177 3682414 . 57 10 22.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #284834: Phthalic acid, 2-methylpent-3-yl nonyl ester
149.0
5000 — ——
14.50 15.00
m/z 71.10 21.85%
43.0 85.0 293.0
0\\\“““\‘\‘\“\"\\\\ \‘\\\‘\\\\’\\‘\\“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #271832: Phthalic acid, 3-methylbutyl nonyl ester
149.0
— ——
14.50 15.00
5000 m/z 55.10 15.15%
71.0
290 237.0 293.0
\\\“\‘\\\"\\\\ \\\\‘\\\\’\\\\“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #311510: Phthalic acid, cyclobutyl tetradecyl ester — 7
149.0 14.50 15.00
m/z 41.10 14.67%
5000
55.0
oL L 1040 221.0 345.0
— P ——
mlz--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Di-isononyl phthlate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.951 28.63 ng 948660  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-isononyl phthlate 418 C26H4204 020548-62-3 80
2 Phthalic acid, nonyl pentadecyl ... 502 C32H5404 1000308-92-7 72
3 Diisodecyl phthalate 446 C28H4604 000089-16-7 64
4 1,2-Benzenedicarboxylic acid, de... 390 C24H3804 025724-58-7 64
5 Phthalic acid, monoamide, N-ethy... 437 C28H39NO3 1000309-86-5 64
Abundance Scan 2187 (14.951 min): BF134771.D\data.ms (-2185) (-] | m/z 149.00 100.00%
149.0
43.1 —
293.1 15.00
71
ol H““M‘ ‘1“‘%““ A 20t 1 85124042 )y 43.10 20.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #312483: Di-isononyl phthlate
149.0
5000 T
15.00
m/z 71.10 18.55%
43.0 293.0
0\\\“‘“‘\‘\‘%\3-“0\\J\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #338436: Phthalic acid, nonyl pentadecyl ester
149.0
—
15.00
5000 m/z 57.10 15.64%
Rl 293.0
oluklud70 | 2110 2P0 9770
m/z--> 50 100 150 200 250 300 350 400
Abundance #324473: Diisodecyl phthalate T
149.0 15.00
m/z 55.10 12.09%
5000
43.0
307.0
ST I S CAN—' S
mlz--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Phthalic acid, 6-methylhept... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.045 10.19 ng 337628  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 6-methylhept-2-yl... 404 C25H4004 1000377-96-3 72
2 Phthalic acid, 2,5-dichloropheny... 478 C26H32C1204 1000356-44-0 72
3 Phthalic acid, 2-fluorophenyl pe... 470 C29H39F04 1010356-50-2 72
4 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 72
5 Phthalic acid, 4-chloro-2-methyl... 486 C29H39C1l04 1000356-38-0 72
Abundance Scan 2203 (15.045 min): BF134771.D\data.ms (-2201) (-| | m/z 149.00 100.00%
149.0
5000 nﬂﬂwvﬂ&&MVAA
57.1 — :
|| 1040, | 197124512931 3403 4154 1500
ol A LIR30 L 19702450 T 3493 4194 y/z 57.10 17.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #304983: Phthalic acid, 6-methylhept-2-yl nonyl ester
149.0
5000 s :
15.00
m/z 71.10 16.35%
"57‘? 104.0 293.0
0\\\““\‘}\‘\‘\.\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #333600: Phthalic acid, 2,5-dichlorophenyl dodecyl ester
149.0
T I
15.00
5000 m/z 43.18  15.75%
570 317.0
ok bt 920 1, 00 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #331855: Phthalic acid, 2-fluorophenyl pentadecyl ester P |
149.0 15.00
m/z 41.10 9.81%
5000
57.0 24
obotlifoge | T seo o
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81423\
Data File : BF134771.D

Acqg On : 14 Aug 2023 21:26
Operator : CG\JU

Sample : 03972-03 10X

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Decahydro-1,1,4... 9.233 15.3 ng 1095370 3 9.839 1434260 20.0
Naphthalene, 2,... 9.492 6.8 ng 487153 3 9.839 1434260 20.0
unknown9.545 9.545 26.2 ng 1879050 3 9.839 1434260 20.0
unknown9.598 9.598 9.8 ng 701336 3 9.839 1434260 20.0
unknown9.704 9.704 24.1 ng 1732090 3 9.839 1434260 20.0
unknown9.751 9.751 35.0 ng 2511290 3 9.839 1434260 20.0
unknown9.786 9.786 14.7 ng 1055840 3 9.839 1434260 20.0
Dodecane, 2,6,1... 10.104 20.2 ng 1449250 3 9.839 1434260 20.0
Naphthalene, 1,... 10.163 9.9 ng 707908 3 9.839 1434260 20.0
unknown10.216 10.216 13.9 ng 993654 3 9.839 1434260 20.0
unknown10.251 10.251 34.5 ng 2470720 3 9.839 1434260 20.0
Adipic acid, de... 14.451 11.3 ng 593168 5 13.986 1046930 20.0
1,2-Benzenedica... 14.492 8.0 ng 420238 5 13.986 1046930 20.0
Phthalic acid, ... 14.563 26.3 ng 1377930 5 13.986 1046930 20.0
1,4-Benzenedica... 14.627 129.7 ng 6787960 5 13.986 1046930 20.0
Phthalic acid, ... 14.668 24.4 ng 1274590 5 13.986 1046930 20.0
Phthalic acid, ... 14.810 17.9 ng 591442 6 15.457 662670 20.0
Phthalic acid, ... 14.863 13.5 ng 446277 6 15.457 662670 20.0
Di-isononyl pht... 14.951 28.6 ng 948660 6 15.457 662670 20.0
Phthalic acid, ... 15.045 10.2 ng 337628 6 15.457 662670 20.0
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