LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19
Operator : CG\JU

Sample : N3286-05

Misc :

ALS vial : 6 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128759.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.004 459 462 469 rVB 30164 38377 1.31% 0.270%
2 5.446 534 537 545 rBV 986895 951257 32.49% 6.697%
3 6.457 706 709 719 rVB 659381 588362 20.10% 4.142%
4 6.798 763 767 771 rVB 531141 435274 14.87% 3.064%
5 6.981 795 798 801 rVvB 118530 99998 3.42% 0.704%

6 7.369 858 864 867 rVB 1511072 1560309 53.29% 10.984%
7 8.087 981 986 989 rBV 627324 582421 19.89% 4.100%
8 9.063 1145 1152 1158 rBV7 16268 40591 1.39% 0.286%
9 9.163 1163 1169 1172 rBV 2931745 2927774 100.00% 20.610%

9.269 1184 1187 1194 rVB 202458 186744 6.38% 1.315%

11 9.839 1279 1284 1288 rBV 773643 678177 23.16%
12 10.633 1415 1419 1423 rBV 1601303 1522022 51.99% 10.714%

N
~
~
N
R

13 11.180 1508 1512 1521 rBVS5 29003 43901 1.50% ©.309%
14 11.327 1531 1537 1541 rBV 824908 680505 23.24% 4.791%
15 11.622 1582 1587 1593 rBV2 36864 53060 1.81% ©.374%
16 11.716 1599 1603 1611 rBVS5 17363 30394 1.04% 0.214%
17 11.916 1634 1637 1649 rVB 36569 48415 1.65% ©.341%
18 12.316 1700 1705 1715 rBV 42802 64582 2.21%  ©.455%
19 12.645 1756 1761 1768 rBV3 45452 76175 2.60% ©0.536%
20 12.704 1768 1771 1779 rVB2 39797 60603 2.07% 0.427%
21 12.921 1803 1808 1811 rBV 2688113 2229816 76.16% 15.697%
22 12.969 1811 1816 1823 rVB2 22171 32159 1.10% 0.226%
23 13.321 1873 1876 1882 rBV 26624 33689 1.15% 0.237%
24 13.669 1931 1935 1945 rBV3 23514 54810 1.87% ©.386%
25 13.851 1962 1966 1971 rBV 29809 47215 1.61% ©.332%
26 13.974 1983 1987 1990 rVB 380484 330665 11.29%  2.328%
27 14.068 1998 2003 2008 rBV 229990 237824  8.12% 1.674%
28 14.221 2025 2029 2036 rBV2 26842 43071 1.47% ©.303%
29 14.527 2078 2081 2087 rBv4 22267 36178 1.24% 0.255%
30 14.751 2115 2119 2124 rBV8 18542 30099 1.03% 0.212%
31 15.086 2173 2176 2185 rVB2 22787 34413 1.18% ©.242%

32 15.433 2231 2235 2245 rVB 326786 426399 14.56% 3.002%

Sum of corrected areas: 14205279
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Jun 2022 15:19
¢ CG\JU
: N3286-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
BF128759.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF128759.D\data.ms

7.369

5.446

6.798

5.004 6.981

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

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF128759.D\data.ms

9.163 12.921

10.633

9.839 11.327
8.087

9.063 | | 11.180| 11622151.916 12.316 12849419069 13.32
— e e e A a5

I I I
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF128759.D\data.ms

13.974 15.433

4.068
13.6688.851 /|14.221 14.5274.751 15.086

‘ T ‘ T T ‘ T T T T ‘ T T ‘ T T
Time->  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\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19

Operator : CG\JU

Sample : N3286-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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
Concentration Rank 3

Peak Number 1 Indane

R.T. EstConc Area Relative to ISTD R.T.
6.981 4.59 ng 99998 1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Deltacyclene 118 C9H1e 007785-10-6 74
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 58
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 50
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
Abundance Scan 798 (6.981 min): BF128759.D\data.ms (-795) (-) m/z 117.10 100.00%
11y.1
5000
L R R RN
39.0 63.0 91"0 6.60 6.80 7.00 7.20 7.40
0 el el e m/z 118.18  50.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 \‘HH/‘\HH’HH‘\H{\‘H
6.60 6.80 7.00 7.20 7.40
39.0 91.0 m/z 115.85  32.99%
' ?&O {
O\]\-3\-\0‘\“\\\“‘\\“i\“‘\‘\\\h‘\\‘\\“\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
P e e
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.05 16.09%
390 91.0
65.0
0l eyt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 k
Abundance #72304: Benzene, (2-bromocyclopropyl)- ““Aﬁ“H,A‘A‘_““$
117.0 6.60 6.80 7.00 7.20 7.40
m/z 63.00 7.78%
5000
91.0
390 630
0‘meu‘_“‘;u“““‘N“H“H“m!“uu‘1‘5‘2;?‘1‘7‘4'91‘95"9‘ TR | N LS
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19
Operator : CG\JU

Sample : N3286-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

9269 s.s1ng 186744 Acenaphthene-d1e 5.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phenol, 4-(1,1-dimethylpropyl)-

164 C11H160

000080-46-6 93

2 Phenol, p-tert-butyl- 150 CleH140 000098-54-4 90
3 Phenol, m-tert-butyl- 150 Cl1eH140 000585-34-2 78
4 Hexestrol 270 C18H2202 000084-16-2 72

5 4,4'-(1,2-diethylethylene)diphenol 270

C18H2202

005635-50-7 64

Abundance Scan 1187 (9.269 min): BF128759.D\data.ms (-1184) (-) m/z 135.05 100.00%
135.1
5000 107.1
T T
41.1 o 77.0 | | 164.2 9.00 9.20 9.40 9.60
ol daB®A L L e T myz 107,05 46.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 LI L L LA B I B BRI
107.0 9.00 9.20 9.40 9.60
m/z 95.10 11.78%
41.0 77.0 164.0
0 \\\‘\\\\“‘\\‘\“\‘\‘\\\“‘\\‘\‘\‘\}\‘\‘i‘\\\‘!‘\\‘\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
135.0
PP PP A A
9.00 9.20 9.40 9.60
5000 ITI/Z 136.05 11.47%
107.0
77.0
0 15.0 410 59.0
A B e e B B I o R
m/z--> 20 40 60 80 100 120 140 160
Abundance #27480: Phenol, m-tert-butyl- s aRmamEss
135.0 9.00 9.20 9.40 9.60
m/z 77.05 10.88%
5000 107.0
41.0 77.0
ol150 | 890 | . L
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19
Operator : CG\JU

Sample : N3286-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.645 2.24 ng 76175  Phenanthrene-d1e 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
3 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 42
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25
5 Carbonic acid, decyl tridecyl ester 384 C24H4803 1000383-16-2 25

Abundance Scan 1761 (12.645 min): BF128759.D\data.ms (-1756) (- m/z 43.10 100.00%
43.1 73.0

5000

7
12.50 13.00
0 m/z 60.00 92.04%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 T
1290 12.50 13.00
m/z 73.00 91.83%

185.0 2410 284
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
60.0

7
12.50 13.00

5000 129.0 m/Z 55.05 86.38%
97.0 1710 2130 2560
O b Bl e b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #234313: Oxalic acid, propyl tetradecyl ester —— —
43.0 12.50 13.00

m/z 57.10 77.31%

5000
83.0
241.0
H \‘\ \‘ H‘ \“ H‘h ‘h 134.0 168.0

7 7
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19
Operator : CG\JU

Sample : N3286-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Heptaethylene glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.704 3.67 ng 60603  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptaethylene glycol 326 C14H3008 005617-32-3 59
21,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 59
3 Hexaethylene glycol 282 C12H2607 002615-15-8 59
4 3,6,9,12,15-Pentaoxanonadecan-1-0l1 294 C14H3006 001786-94-3 59
5 n-Octylpentaoxyethylene 350 C18H3806 019327-40-3 53

Abundance Scan 1771 (12.704 min): BF128759.D\data.ms (-1768) (- m/z 45.05 100.00%

45.0
5000
89.0
T

T
12.50 13.00
oL . \h‘ H\ m \Hm\g\u‘o\ %5‘2‘9 —— ‘21‘\\3‘2‘ — 2‘8‘1‘( m/Z 57.05 56.26%
m/z--> 5 100 150 200 250
Abundance #231002: Heptaethylene glycol
45.0
5000 T ——

89.0 12.50 13.00
' m/z 43.10 45.06%

Oprm H Lo b 13%0 177020702390 281(
T T T ‘ T \ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250
Abundance

45.0

T
12.50 13.00

5000 89.0 m/z 89.00 31.28%
133.0
0 1770 2210 264.0
‘ e e T
m/z--> 50 100 150 200 250
Abundance #175225: Hexaethylene glyco
45.0 12.50 13.00

m/z 41.05 26.96%

5000 89.0
133.0

oL—u ‘\‘ : | b h‘ - L ‘16‘3"0 ‘195‘-0‘ ‘ %499 ‘

— —
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19
Operator : CG\JU

Sample : N3286-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Pentaethylene glycol monodo... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.322 2.04 ng 33689  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 72
2 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 64
3 Pentaethylene glycol 238 C10H2206 004792-15-8 53
4 Hexaethylene glycol 282 C12H2607 002615-15-8 52
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 50
Abundance Scan 1876 (13.321 min): BF128759.D\data.ms (-1873) (- m/z 45.00 100.00%
45.0
- i M
— —
‘“ 1350 104 13.00 13.50
o i ‘WMMJW“‘Mf‘““‘H“““““““‘ m/z 57.05 44.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #305785: Pentaethylene glycol monododecyl ether
45.0
5000 89.0 T 1
13.00 13.50
m/z 89.00 42.73%
133.0
ol ULl 1710 2570 319.0363.0407
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
45.0
13.00 13.50
5000 89.0 m/z 43.05 37.44%
oAb e O
m/z--> 50 100 150 200 250 300 350 400
Abundance #120150: Pentaethylene glycol “ —
45.0 13.00 13.50
m/z 71.1@ 27.73%
5000
89.0
I I 4 L
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19
Operator : CG\JU

Sample : N3286-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Tetraethylene glycol monodo... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.669 3.32 ng 54810 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetraethylene glycol monododecyl... 362 C20H4205 005274-68-0 64
2 3,6,9,12,15-Pentaoxanonadecan-1-01 294 C14H3006 001786-94-3 64
3 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 64
4 Octaethylene glycol monododecyl ... 538 C28H5809 003055-98-9 64
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 64
Abundance Scan 1935 (13.669 min): BF128759.D\data.ms (-1931) (- m/z 45.05 100.00%
45.0
— —
135.0 193.1 267.0 13.50 14.00
ol b M 1y P T m/z 43.16  58.94%
miz--> 50 100 150 200 250 300 350
Abundance  #271597: Tetraethylene glycol monododecyl ether
45.0
89.0
5000 —r— —
13.50 14.00
m/z 89.00 47.26%
‘ 166.0
045 \“‘\‘ 1 ““\‘ }“H“‘““%‘\z?\h(\)‘ \““\ T \%1\‘3\0\ T ‘2\7\3\0\ ‘3\1\9\0\3‘6\2\'
miz--> 50 100 150 200 250 300 350
Abundance
45.0
AR R AT
13.50 14.00
5000 89.0 m/z 57.05 46.01%
133.0
0 175.0 251.0
T e e
m/z--> 50 100 150 200 250 300 350
Abundance #135268: 3,6,9,12-Tetraoxahexadecan-1-ol —— —
45.0 13.50 14.00
m/z 71.10 29.96%
T WM
ol bl il 3000 N
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19
Operator : CG\JU

Sample : N3286-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.851 2.86 ng 47215 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 93
2 Acetic acid n-octadecyl ester 312 C20H4002 000822-23-1 91
3 Cyclotridecane 182 C13H26 000295-02-3 87
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 86
5 n-Heptadecanol-1 256 C17H360 001454-85-9 86
Abundance Scan 1966 (13.851 min): BF128759.D\data.ms (-1962) (- m/z 57.05 100.00%
57.0
97.0
5000
— ——
| 1390 177 02101 282.1 13.50 14.00
N ! W NI AT Y R m/z 55.05 97.17%
miz-> 50 100 150 200 250
Abundance #87653: Cyclopentadecane
83.0
41.0 210.0
5000 — e
13.50 14.00
25.0 m/z 83.10  89.95%
O T T L‘\ ‘\‘ “‘ ‘\ ‘\ \“ T \‘“ \‘h‘\ ‘H ’”1\6?.9 T ‘ \‘ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
43.0
— ——
970 13.50 14.00 )
5000 m/z 43.05 79.28%
.
miz--> 50 100 150 200 250
Abundance #56952: Cyclotridecane “ —
41.0 13.50 14.00
m/z 97.00 75.60%
83.0
5000
L) FT0 e
OH‘\ ‘HM‘\HH“‘\HH“H;,‘H\‘\‘HH‘HH P P
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19

Operator : CG\JU

Sample : N3286-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: 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 Triphenylphosphine oxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.069 14.38 ng 237824  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Triphenylphosphine oxide

2 (E)-7-Benzylidene-1-azabicyclo[3..
3 Cobalt, (.eta.<5>-2,4-cyclopentad...
4 Formaldehyde, (triphenylphosphor...
5 Vanadium, cycloheptatrienyl-(pen...

278 C18H150P

. 293 C15H19NO3S

277 Cl1é6H15BCo
304 C19H17N2P
277 C17H22V

000791-28-6 97
1000483-83-4 81
036682-12-9 35
015990-54-2 32
1000155-20-5 17

Abundance Scan 2003 (14.068 min): BF128759.D\data.ms (-1998) (- m/z 277.10 100.00%
277.1
5000
77.0 201.1 A ‘
152.1
a0 | o0 70 ||
ottt A B T m/z 278.05 34.51%
miz--> 50 100 150 200 250
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — :
14.00
77.0 199.0 m/z 201.10  23.98%
QL4047 70 20 |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
277.0
L
14.00
5000 m/z 77.05 23.54%
77.0
152.0183.0
47.0 107.0 298.0
oL ——— e e UL 22OT
miz--> 50 100 150 200 250
Abundance #169624: Cobalt,(.eta.<5>-2,4-cyclopentadien-1-yl)[(1,2,3 Pyt ‘
277.0 14.00
m/z 199.00  23.32%
5000
59.0
124.0 O185.0
o280 | w0 PO a0 | ol
miz--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19
Operator : CG\JU

Sample : N3286-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 9 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.221 2.61 ng 43071  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 80
2 n-Octylpentaoxyethylene 350 C18H3806 019327-40-3 59
3 Octaethylene glycol monododecyl ... 538 C28H5809 003055-98-9 59
4 3,6,9,12,15-Pentaoxanonadecan-1-0l1 294 C14H3006 001786-94-3 59
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 53

Abundance Scan 2029 (14.221 min): BF128759.D\data.ms (-2025) (- m/z 45.00 100.00%

45.0
89.1
5000

1309 1711 2249 2780
oy bl m/z 89.18  55.25%

m/z--> 50 100 150 200 250 300
Abundance #81998: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-

45.0
89.0 M\A f\‘uﬁm I

14.00 14.50
m/z 43.05 47.91%

131.0

O T T ‘\ \‘ ‘ T ’ T H\ \‘ \‘ ‘ L T \2‘06\.(\) L ‘ L L ‘ L
m/z--> 50 100 150 200 250 300
Abundance

45.0
89.0

5000

——
14.00 14.50
5000 m/z 57.05 43.02%

133.0
. 175.0 217.0 263.0 307.0
SR TGO kel LA L el
miz--> 50 100 150 200 250 300

Abundance  #342628: Octaethylene glycol monododecyl ether —
45.0 14.00 14.50

m/z 59.00 27.91%

5000 89.0
133.0
otzol L Ly | 199 2130 2570 so10

I
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19
Operator : CG\JU

Sample : N3286-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 15-Crown-5 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14527 2.9 ng 36178 Chrysene-di2 13.974

Hit# of 5 Tentative ID MW MolForm CASH# Qual

5-Crown-5 220 C1eH2005 033100-27-5 64
eptaethylene glycol monododecyl... 494 C26H5408 003055-97-8 64
6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 59
[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 53
,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 50

uih wNnPE
wNwWwI R
1.

Abundance Scan 2081 (14.527 min): BF128759.D\data.ms (-2078) (- m/z 45.00 100.00%

45.0
5000 89.0

HH | 13291759 2272 282.1 1450
- hh\ MIMW\NMHMMM\\\ bl m/z 57.10 59.07%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #98211: 15-Crown-5 WW
45.0
89.0
5000 N I
14.50
1330 m/z 89.00  48.91%
017702210,
miz—> 0 50 100 150 200 250 300 350 400
Abundance
45.0
w%hm - n
89.0 14.50
5000 ITI/Z 43.05 38.41%

m/z--> 0 50 100 150 200 250 300 350 400

133.0
177.0
0 221.0 273.0317.0361.0 407.!
L o e LA B e L i
T T

Abundance #135270: 3,6,9,12-Tetraoxahexadecan-1-ol ‘ ‘
45.0 14.50
m/z 87.00 27.52%
5000
89.0
ob Ll gy MO aom0 f 1
m/z--> 0 50 100 150 200 250 300 350 400 14.50

8270-BF060222.M Mon Jun 13 16:06:54 2022 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128759.D

Acqg On : 10 Jun 2022 15:19
Operator : CG\JU

Sample : N3286-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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|
Indane 6.981 4.6 ng 99998 1 6.798 435274 20.0
Phenol, 4-(1,1-... 9.269 5.5 ng 186744 3 9.839 678177 20.0
Octadecanoic acid 12.645 2.2 ng 76175 4 11.328 680505 20.0
Heptaethylene g... 12.704 3.7 ng 60603 5 13.974 330665 20.0
Pentaethylene g... 13.322 2.0 ng 33689 5 13.974 330665 20.0
Tetraethylene g... 13.669 3.3 ng 54810 5 13.974 330665 20.0
Cyclopentadecane 13.851 2.9 ng 47215 5 13.974 330665 20.0
Triphenylphosph... 14.069 14.4 ng 237824 5 13.974 330665 20.0
Ethanol, 2-[2-(... 14.221 2.6 ng 43071 5 13.974 330665 20.0
15-Crown-5 14.527 2.2 ng 36178 5 13.974 330665 20.0
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