LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc :

ALS Vvial : 21  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-BF021623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132444.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.266 408 413 422 rVB 1690946 2191166 45.67% 6.528%
2 5.654 474 479 482 rBV 4599065 4566721 95.18% 13.606%
3 6.648 643 648 651 rBV 4130570 4645884 96.83% 13.842%
4 7.031 709 713 716 rBV 1236193 1078540 22.48% 3.213%
5 7.560 798 803 804 rBV 114513 125589 2.62% 0.374%
6 7.595 804 809 810 rVV 3048810 3034730 63.25% 9.042%
7 7.613 810 812 815 rVB 1119203 770953 16.07%  2.297%
8 7.725 824 831 834 rBV2 104340 141766  2.95% 0.422%
9 7.766 834 838 841 rBV2 98917 114189 2.38% 0.340%
10 7.795 841 843 846 rBV 118902 117627 2.45% 0.350%
11 7.984 872 875 878 rVB2 172829 179510 3.74% 0.535%
12 8.013 878 880 883 rVB2 184144 146243 3.05% 0.436%
13 8.048 883 886 891 rBV 287808 231112 4.82% 0.689%
14 8.095 891 894 897 rBV 194280 169934 3.54% 0.506%
15 8.284 923 926 928 rBV 812085 624264 13.01% 1.860%
16 8.313 928 931 934 rVV 1704535 1339489 27.92% 3.991%
17 8.360 937 939 942 rVB 241805 189805 3.96% 0.566%
18 8.601 974 980 984 rBV3 106137 160540 3.35% 0.478%
19 9.278 1088 1095 1096 rBV5 173978 336731 7.02% 1.003%
20 9.313 1098 1101 1102 rBV 169790 174722 3.64% 0.521%
21 9.395 1110 1115 1118 rBV 4834079 4797969 100.00% 14.295%
22 9.472 1123 1128 1130 rBV4 402339 657083 13.70% 1.958%
23 9.783 1179 1181 1185 rBV3 939996 1281012 26.70% 3.817%
24 9.948 1206 1209 1211 rBV2 957228 1077181 22.45% 3.209%
25 13.189 1757 1760 1763 rVB 3157143 2979829 62.11% 8.878%
26 14.242 1937 1939 1945 rVB 979971 892335 18.60% 2.659%
27 14.330 1952 1954 1958 rVB 546719 499092 10.40% 1.487%

28 15.795 2199 2203 2213 rVB2 726999 1039315 21.66% 3.097%

Sum of corrected areas: 33563331
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132444.D\data.ms

le+07
8000000

6000000

5.654
6.648
4000000
7.595

2000000 5.266
7.031 7/613
A 7.56077 258058065

Time--> 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 7.80 8.00
Abundance TIC: BF132444.D\data.ms

o

1e+07

8000000

6000000

4000000

2000000

0= : e e e e e — — —
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF132444.D\data.ms

le+07

8000000

6000000

4000000

14.242
.330

2000000

15.795

T ‘ T T ’ T T ‘ T T ‘ T T ’ T T ‘ T T ’ T T ‘ T T ‘ T ’ T
Time--> 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\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.266 40.63 ng 2191170  1,4-Dichlorobenzene-d4 7.031

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 413 (5.266 min): BF132444.D\data.ms (-408) (-) m/z 43.00 100.00%

5000
101.0 AREREREEES SR
‘ 5.00 5.20 5.40 5.60
o820 2970 n/z 59.00  59.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I B A L
5.00 5.20 5.40 5.60
m/z 101.00 20.19%
101.0
O\\\\‘\“\H\\“H}\\‘;‘\7\-\0\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R R R
5.00 5.20 5.40 5.60
5000 m/z 57.95 17.20%
101.0
o 20 730 |
“‘w“u“‘H“H“‘H“H“‘H“_“‘_"w“‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.05%
5000 /{

m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Silane, trichlorooctadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.725 2.12 ng 141766  Naphthalene-d8 8.313

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 64
2 Octadecane 254 C18H38 000593-45-3 64
3 Octacosane 394 C28H58 000630-02-4 59
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 53
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 50
Abundance Scan 831 (7.725 min): BF132444.D\data.ms (-824) (-) m/z 57.00 100.00%
57.0

.

5000
Vi Ay
‘ 113.1 7.40 7.60 7.80 8.00
ol b dly “““1‘5‘5“1‘ N — m/z 43.00  72.53%
m/z--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
5000 UL R B B IR B L
7.40 7.60 7.80 8.00
m/z 71.00 46.87%
015.(4 | “\ | %ﬂ}@ 189. 0231 0273.0315.0  386.0
\\\\‘T\\‘\\\\\ \\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
S T ey
7.40 7.60 7.80 8.00
5000 m/z 85.05 32.40%
‘ 9.0
ol i im0 20
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane R A RRARaRREES
57.0 7.40 7.60 7.80 8.00
m/z 41.00 30.07%
5000
ol I H | 1419183 0225.0 281.0 337.0 394.
—— ““““““ R S SRR R R e T
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Undecane, 5-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.984 2.68 ng 179510 Naphthalene-d8 8.313

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 83
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 72
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 68
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 64
Abundance Scan 875 (7.984 min): BF132444.D\data.ms (-872) (-) m/z 43.00 100.00%
43.0
71.0
5000

R e

| 1121 oo 1771 7.60 7.80 8.00 8.20 8.40
bl il D 2 20700 nyz 57.00  96.84%

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

Abundance #45495: Undecane, 5-methyl-

43.0
5000 71.0 BARRREEEEEREEEE R
7.60 7.80 8.00 8.20 8.40
m/z 71.05 71.18%
112.0
O\ ‘ \‘\‘\ T \‘!“ T \H{ T T ’ T 1‘\ ‘ T \]\_\4?\.0\\ T ’]-\7\0\.\0‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45506: Decane, 3,6-dimethyl-
57.0
A e
7.60 7.80 8.00 8.20 8.40
m/z 85.00 44.947%
5000 850
220 ‘ 113.0
™~ 141.0
ok ik LT M0 amo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45512: Decane, 3,8-dimethyl- RARRE RS s SRR
57.0 7.60 7.80 8.00 8.20 8.40
m/z 41.00 34.92%
85.0
5000
113.0 141.0
o R P A Y Y S 1 e S s
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Undecane, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.013 2.18 ng 146243  Naphthalene-d8 8.313

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 78
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
5 5-Nonanol, 2-methylpropionate 214 C13H2602 1000463-47-6 50
Abundance Scan 880 (8.013 min): BF132444.D\data.ms (-878) (-) m/z 43.05 100.00%
43.0 71.0
w m
e e Rhaaans
970 126.1 7.60 7.80 8.00 8.20 8.40
Obrrri e 200 ) 1851 2069z 7100 93.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45489: Undecane, 4-methyl-
43.0
71.0
5000 | R LB B I
7.60 7.80 8.00 8.20 8.40
m/z 57.00 63.96%
126.0
O\\\‘\1\\U\\\!‘\\u\‘\\\?{9\!\‘!”\\\[\\\\‘1-\7\0\\0‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59040: Dodecane, 4-methyl-
43.0 710
RRARSEEE S e R
7.60 7.80 8.00 8.20 8.40
5000 m/z 85.10 42 .73%
‘ 990 1410
NEET R LT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59030: Nonane, 5-butyl- RARE R e AR
43.0 71.0 7.60 7.80 8.00 8.20 8.40
m/z 70.00 40.36%
5000
126.0
97.0
SR 0 SO B Y JET7Y:
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Undecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.048 3.45 ng 231112  Naphthalene-d8 8.313

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 78
2 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 78
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 72
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
Abundance Scan 886 (8.048 min): BF132444.D\data.ms (-883) (-) m/z 43.00 100.00%
43.0
71.0
5000
| 97,0 ' 7.808.00 8.20 8.40
7.0 126.1 -80 8.00 8.20 8.
Ol ““: ‘ u!“ Al i 92 sz 57.05  96.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45487: Undecane, 2-methyl-
43.0
71.0
5000 L L L I LN B
7.80 8.00 8.20 8.40
m/z 71.05 62.44%
‘ ‘ 99.0 1270 155.0
O“"‘O“““‘}““““H}"\}\“‘h““‘\““““‘““"““““‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl-
43.0
R MRS RREEEEENL
7.80 8.00 8.20 8.40
5000 71.0 m/z 85.00 43.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59031: Nonane, 5-butyl- e RREBRANNEEEEARe S
430 414 7.80 8.00 8.20 8.40
m/z 41.00 42.53%
h 1 mAmAAuUNNAAVwJ¢NVVw
bl e 050 1550 1800 |t U
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Undecane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.095 2.54 ng 169934  Naphthalene-d8 8.313

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 83
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
3 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 53
4 Hexadecane 226 C16H34 000544-76-3 47
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 46

Abundance Scan 894 (8.095 min): BF132444.D\data.ms (-891) (-) m/z 57.00 100.00%

57.0
- i w
e RAREE RS
‘ 1121 7.80 8.00 8.20 8.40
) SN wmm“_Mwlh”‘l???‘_wam m/z 43.00  49.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45490: Undecane, 3-methyl-
57.0
5000 UL L L R B B
85.0 7.80 8.00 8.20 8.40
29.0 m/z 71.10 44.63%
141.0
ol i B o 1120 | 1700
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
 RAARERAEEE RS
7.80 8.00 8.20 8.40
5000 85.0 m/z 85.05 41.61%
29.0
Oy 120 110 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106991: Borane, diethyl(decyloxy)- R ARERAEEE NS o
57.0 7.80 8.00 8.20 8.40
m/z 41.05 33.78%
85.0
5000
141.0
0 290‘ I ‘ 169.0 197.0 226.0
‘H“H"H““"w“‘w"H“H‘,H“_“w“u“u‘,u“ SO T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 unknown8.601 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.601 2.40 ng 160540  Naphthalene-d8 8.313

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 49
2 Cyclopentane, 1-methyl-2-(2-prop... 124 CSH16 050746-53-7 47
3 3-Cyclohexyl-1-chloropropane 160 C9H17C1 001124-62-5 46
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 43
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
Abundance Scan 980 (8.601 min): BF132444.D\data.ms (-974) (-) m/z 83.10 100.00%
57.0 83.1
5000
Ramas e A RARR
8.20 8.40 8.60 8.80 9.00
0" m/z 57.00 89.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43498: Cyclohexane, hexyl-
55.0 83.0
5000 [ L L R
8.20 8.40 8.60 8.80 9.00
29.0 ‘ 168.0 m/z 55.00 82.88%
O\\\\‘\h‘\\““\\\M‘\‘1“\\“‘!\\\“].\]\-1\"\(‘)\\\\‘\\\\‘\!\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12240: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans-
55.0 83.0
e A RARR
8.20 8.40 8.60 8.80 9.00
5000 m/z 82.00 61.61%
27.0
S T EOS—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36850: 3-Cyclohexyl-1-chloropropane AR S ARAR
83.0 8.20 8.40 8.60 8.80 9.00
55.0 m/z 41.00 54.73%
5000
160.0
) N T N — ERGASS A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 unknown9.278 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.278 6.25 ng 336731  Acenaphthene-di0 10.084

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 11
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-94-8 11
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 11
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 11
5 Piperazine, 1-[(5-fluoro-2-metho... 368 C16H17FN205S 1000319-66-6 10
Abundance Scan 1095 (9.278 min): BF132444.D\data.ms (-1088) (-) m/z 55.00 100.00%
55.0 97.0
118.0
145.0 1791
5000
R ARAREEEEE R
207.2 9.00 9.20 9.40 9.60
0° m/z 69.10 97.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0
5000 LN L B L BN LR
9.00 9.20 9.40 9.60
91.0 m/z 97.05 87.19%
O\‘\N\\“‘\\N\‘m\‘\ ’M?’Qr
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69428: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, tre
55.0 97.0
A AmmmmaE e
9.00 9.20 9.40 9.60
5000 m/z 41.00 81.41%
| ‘ M 194.0
Oyt b 780 L 2240 as60 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69425: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, ci T T T
55.0 97.0 9.00 9.20 9.40 9.60
m/z 117.95 67.67%
5000
‘ &l 194.0
P T < T K VB ¥
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00

Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 unknown9.313 Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
9.313 3.24 ng 174722  Acenaphthene-di0 10.084
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 38
2 2-Propenyl-3-vinyloxirane 110 C7H1e00 070597-49-8 35
3 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 25
4 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 25
5 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 22
Abundance Scan 1101 (9.313 min): BF132444.D\data.ms (-1098) (-) m/z 81.00 100.00%
81.0
55.0 109.1 179.1
5000
149.1
AR
“ 2051 9.00 9.20 9.40 9.60
0 et bbb 28 sz 109,05 57.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 L L R IR B
110.0 9.00 9.20 9.40 9.60
39.0 m/z 179.10  57.35%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6585: 2-Propenyl-3-vinyloxirane
55.0
B EARmmmassEEE
81.0 9.00 9.20 9.40 9.60
5000 m/z 69.00 57.30%
27.0 110.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6706: Cyclohexene, 1-ethyl-  EAREmmmasE TS
81.0 9.00 9.20 9.40 9.60
m/z 55.00 52.49%
5000
41.0 110.0
sol Lol L L
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 unknown9.472 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.472 12.20 ng 657083  Acenaphthene-di0 10.084

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
2 Cyclohexane, 1,2,4-trimethyl- 126 CO9H18 002234-75-5 42
3 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 30
4 Cyclopentane, 1,2-dibutyl- 182 C13H26 062199-52-4 27
5 5-Nonanol, trifluoroacetate 240 C11H19F302 1000463-48-1 25
Abundance Scan 1128 (9.472 min): BF132444.D\data.ms (-1123) (-) m/z 57.00 100.00%
193.2
83.1
5000
123.1
A AAREmmaEEE R
‘ ‘ ‘ | 9.20 9.40 9.60 9.80
0 “NMW“WﬂMWNW‘H‘umw‘HWW‘HM“ m/z 69.00 94.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 69.0 95.0 R R e e e
9.20 9.40 9.60 9.80
m/z 41.00 76.98%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
69.0
R AREaEE R
9.20 9.40 9.60 9.80
41.0 111.0 -
5000 m/z 55.00 74 .89%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31459: Cyclopentane, 1-butyl-2-ethyl- A RRREEEEE
69.0 9.20 9.40 9.60 9.80
m/z 43.05 66.87%
5000{ 41
111.0
AR 0 R ST
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 unknown9.783 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

o783 23.781ng 1281010 Acenaphthene-dle 16.084
Hit# of 5 Tentative ID MW MolForm CAS# Qual

-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-9 27
ane, 1,10-dibromo- 298 C10H20Br2 004101-68-2 27
-Vinylcarbazole 193 C14H11N 001484-13-5 25
2,4,6-Trimethylcyclohexyl) meth... 156 C10H200 013702-56-2 22

uuh wWN R
/\\ngN
<nI

Abundance Scan 1181 (9.783 min): BF132444.D\data.ms (- 1179) -) m/z 193.20 100.00%
57.0 193.
83.1
T —
1611 9.50 10.00
0 e 22202 /7 57,05 91.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
5000 55.0 — —
109.0 9.50 10.00
0.0 810 m/z 69.05 82.29%
137 0
O ‘ \‘H‘\ \“ T \‘ \“ \‘\ T ’ \U‘\ ‘ \“\‘\ T “\ T \‘\“ T \“\1\6‘\3\0\1 ‘ TT T ‘ T \\2\2‘2\.\()\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #307571: 4-Heptafluorobutyroxytetradecane
55.0
— —
9.50 10.00
m/z 41.00 70.26%
5000 83.0
111.0
139.0 169.0 196.0
0/ w‘lh‘:”mwH‘HW‘H_HMHH_H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #195863: Decane, 1,10-dibromo- 7 7
55.0 9.50 10.00
m/z 55.00 69.75%
5000 83.0
137.0
27.0
H 109.0 163.0
O‘HHm‘wH‘,“:“H_UH_m‘m“‘u‘UHJ‘WHWH‘M —— ——
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\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 3-Hexadecene, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.948 20.00 ng 1077180  Acenaphthene-d10 10.084

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 70
2 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 55
3 Cetene 224 C16H32 000629-73-2 47
4 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 43

5 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 30

Abundance Scan 1209 (9.948 min): BF132444.D\data.ms (-1206) (-) m/z 69.05 100.00%
69.0
41.0
5000
—
10.00
- m/z 55.00 82.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104596: 3-Hexadecene, (Z)-
41.0  69.0
5000 97.0 —
10.00
m/z 41.00 64.94%
oL L1 | 1% 1500 19602240
\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104597: 7-Hexadecene, (Z)-
55.0
—
10.00
5000 83.0 m/z 83.10  62.72%
29.0
111.0
0 \‘ | | | ,1400167.0 196.0 2240
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104588: Cetene —
43.0 10.00
m/z 57.10 60.81%
5000
111 0
ob L] 139.0 168.0 196.0 2240
e ‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acq On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.330 11.19 ng 499092  Chrysene-d12 14.242
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 83
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22Br02P 001530-45-6 45
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 38

Abundance Scan 1954 (14.330 min): BF132444.D\data.ms (-1952) (- m/z 277.10 100.00%

277.1
5000
77.0 201.0 — ——
| ‘ 1264 ‘ H 1400 1450
Ot b e 330,2386.2 48L: 0 78,10 30.68%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #171172: Triphenylphosphine oxide
277.0
5000 - e
14.00 14.50
77.0 199.0 m/z 77.00  23.59%
14.0 m’ ‘ 128.0 | H
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

&

14.00 14.50
5000 m/z 201.00  20.69%
77.0

183.0

BRCEN

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o

-

14.00 14.50
m/z 183.00  20.35%

5000

o 183.0

-

0 | M\m b \\M ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021623\
Data File : BF132444.D

Acqg On : 16 Feb 2023 21:00
Operator : CG\JU

Sample : 01572-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.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|
2-Pentanone, 4-... 5.266 40.6 ng 2191170 1 7.031 1078540 20.0
Silane, trichlo... 7.725 2.1 ng 141766 2 8.313 1339490 20.0
Undecane, 5-met... 7.984 2.7 ng 179510 2 8.313 1339490 20.0
Undecane, 4-met.. 8.013 2.2 ng 146243 2 8.313 1339490 20.0
Undecane, 2-met... 8.048 3.5 ng 231112 2 8.313 1339490 20.0
Undecane, 3-met... 8.095 2.5 ng 169934 2 8.313 1339490 20.0
unknown8.601 8.601 2.4 ng 160540 2 8.313 1339490 20.0
unknown9.278 9.278 6.3 ng 336731 3 10.084 1077180 20.0
unknown9.313 9.313 3.2 ng 174722 3 10.084 1077180 20.0
unknown9.472 9.472 12.2 ng 657083 3 10.084 1077180 20.0
unknown9.783 9.783 23.8 ng 1281010 3 10.084 1077180 20.0
3-Hexadecene, (Z)- 9.948 20.9 ng 1077180 3 10.084 1077180 20.0
Triphenylphosph... 14.330  11.2 ng 499092 5 14.242 892335 20.0
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