LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 2.140 27 43 48 rBV3 58549 255048 4 .89% 0.514%
2 2.522 106 108 110 rvVvB 89307 63439 1.22% 0.128%
3 3.993 354 358 372 rVB 478856 729610 13.98% 1.470%
4 4.387 419 425 429 rBV 3917807 4778918 91.56% 9.629%
5 4.992 523 528 535 rBV2 42488 74763 1.43% 0.151%
6 5.463 601 608 612 rVB2 3734653 5219345 100.00% 10.517%
7 5.598 624 631 634 rBY 4071983 5009219 95.97% 10.094%
8 5.845 669 673 677 rBY 1107124 1017383 19.49% 2.050%
9 6.028 698 704 707 rBVY 3384419 3809115 72.98% 7.675%
10 6.498 776 784 787 rBVY 2733913 3300031 63.23% 6.650%
11 7.051 874 878 886 rVB2 45999 56301 1.08% 0.113%
12 7.345 923 928 932 rBVY 1450992 1380496 26.45% 2.782%
13 7.504 947 955 958 rBY 2887132 3674283 70.40% 7.404%
14 7.722 987 992 996 rVB 211856 187533 3.59% 0.378%
15 8.675 1147 1154 1157 rVB 4268580 4860863 93.13% 9.795%
16 9.163 1233 1237 1241 rBV 530334 520432 9.97% 1.049%
17 9.486 1285 1292 1295 rBvV 1520088 1514745 29.02% 3.052%
18 9.516 1295 1297 1301 rVB 276885 238679 4_.57% 0.481%
19 10.080 1389 1393 1397 rBv 67588 64831 1.24% 0.131%
20 10.380 1442 1444 1449 rVB 76492 67646 1.30% 0.136%
21 10.463 1451 1458 1461 rBV 2617433 3039709 58.24% 6.125%
22 10.663 1488 1492 1494 rBV 91937 93143 1.78% 0.188%
23 11.216 1582 1586 1590 rVB2 77064 81956 1.57% 0.165%
24 11.304 1597 1601 1604 rBV 1282362 1366740 26.19% 2.754%
25 11.333 1604 1606 1609 rVB 248021 208578 4_.00% 0.420%
26 11.886 1693 1700 1704 rBV 134689 162477 3.11% 0.327%
27 11.927 1704 1707 1710 rVvVv 56868 61498 1.18% 0.124%
28 11.963 1710 1713 1717 rVB 60642 59350 1.14% 0.120%
29 12.057 1727 1729 1733 rBV 68582 66727 1.28% 0.134%
30 12.610 1819 1823 1826 rBV 64531 68220 1.31% 0.137%
31 12.798 1851 1855 1858 rVB 260074 259883 4 .98% 0.524%
32 13.068 1894 1901 1905 rBV 261019 310611 5.95% 0.626%
33 13.210 1921 1925 1932 rBV 217846 263447 5.05% 0.531%
34 13.292 1932 1939 1942 rVvV 3238021 3771836 72.27% 7 .600%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.380 2120 2124 2131 rBV 206023 258039 4.94% 0.520%

36 14.451 2132 2136 2145 rVB2 135482 191799 3.67% 0.386%
37 14.557 2148 2154 2157 rBV 988631 1083274 20.75% 2.183%
38 14.586 2157 2159 2162 rVB 89402 73340 1.41% 0.148%
39 15.427 2299 2302 2308 rVB 149036 174049 3.33% 0.351%
40 15.780 2359 2362 2365 rBVY 74329 105046 2.01% 0.212%

41 16.121 2418 2420 2426 rVV 69043 87880 1.68% 0.177%
42 16.186 2426 2431 2442 rVB 737231 891154 17.07% 1.796%
43 16.403 2465 2468 2477 rVB 86234 126505 2.42% 0.255%

Sum of corrected areas: 49627941
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094275.D

4.39
4000000 546

6.03

7.50
3000000 6.50

2000000
7.35

5.85
1000000

3.99

214 252 [\ L 4.99 | L 7.05 L 7/'\_'
S e S L S A L A AL L RS S I

Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF094275.D
867

4000000

13.29

3000000
10.46

2000000

9.49
11.30

1000000

9.16

11.33 12.80 13.03.21
10.08 10.% 10.66 11. 1 3;06 12.61

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF094275.D

.52

4000000

3000000

2000000

14.56
1000000 16.19

1543 1578 16. 16.40

L R T e e e —————

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown2.14 Concentration Rank 5

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

2.14 5.01 ng 255048 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-oxo-. ethvl ester 116 C5H803 000617-35-6 9
2 N-Acetvlethvlenediamine 102 C4H10N20 001001-53-2 9
3 Ethanol. 2-nitro-. propionate (e... 147 C5H9NO4 005390-28-3 9
4 Acetic acid. anhvdride with form... 88 C3H403 002258-42-6 9
5 1,4-Butanediol 90 C4H1002 000110-63-4 9

Abundance Scan 43 (2.140 min): BF094275.D (-27) (-) m/z 43.00 100.00%
43
5000 “\“ﬂﬂffw\\j\ﬁ,vvmw¢fh__“
” 200 220 240
...,....,....,.?.6.,'.=~.,...'.,....,....,....,....,....,....,... m/z 42.00 42.87%
m/z--> 10 20 30 40 90 100 110 120
Abundance #7823: Propanou: aC|d, 2 0Xx0-, ethyl ester
43
5000 R L S
200 220 2.40
29 m/z 62.00 32.33%
15 1 53 61 73 87 116
miz--> 0 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 4 73

A
LA L N B L LB B |

200 2.20 2.40
5000 m/z 44.00 29.97%

58
84 103
T T T T e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance : i i

#21425: Ethanol, 2-nitro-, propionate (ester) L I e i e e ot
27 2 OO 2. 20 2. 40
m/z 45.00 29.41%

5000

45 74
T
1]

38, ol 88 99

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 200 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown3.99 Concentration Rank 4

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

3.99 14.34 ng 729610 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 25
3 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 358 (3.993 min): BF094275.D (-354) (-) m/z 43.00 100.00%
43
59
5000
101
3.60 3.80 4.00 4.20 4.40
...,....,....,..?7.',':...,??.-.i...??....,??..,...:,|....,. m/z 59.10 59.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 T T T[T T T T T T T
59 3.60 3.80 4.00 4.20 4.40
m/z 101.10 19.94%
15 31 101
.25 % 37 53 83 \
miz--> B h m d % e s % 1% 119
Abundance
31 59
360 3.80 4.00 420 4.40
5000 m/z 58.10 15.51%
41
B 47 53 71 89
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R A B
59 3.60 3.80 4.00 4.20 4.40
m/z 41.05 9.62%
5000
41
29 101
"'I""I"JH”"'JIJ”"I??"i""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown5.60 Concentration Rank 1

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

5.60 98.47 ng 5009220 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 4-Methvilpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 (5-METHYL-2-PYRIDYL)YACETONITRILE 132 C8H8N2 1000241-93-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 631 (5.598 min): BF094275.D (-624) (-) m/z 132.00 100.00%
32
5000 68
—— e
40 54 104 520 540 560 5.80 6.00
e B 2| 0 e | A% ms M 7z 68.10  37.88%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 SRR AR SRR SRS R
a1 o7 520 540 560 5.80 6.00
53 117 m/z 134.00 33.94%
34 “\ ‘\ 61| \7? 89 | 103110 | 124 ||
miz--> B 4 0 8 70 8 9 100 110 10 Do 10
Abundance
132
520 540 560 580 6.00
m/ 66.10 23.57%
5000 104 z o
39 52 g 8
92 117
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine R EREE B
132 520 540 560 5.80 6.00
m/z 69.10 14 .95%
97
5000
70
31
;o M8l B0 1T gs | 05 196
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 5.0 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Mequinol Concentration Rank 3

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

7.50 53.23 ng 3674280 Naphthalene-d8 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Meauinol 124 C7H802 000150-76-5 97
2 Phenol. 2-methoxv- 124 C7H802 000090-05-1 94
3 Ethanone. 1-(2-methvl-1-cvclopen... 124 C8H120 003168-90-9 91
4 2-Acetvl-5-methvIlfuran 124 C7H802 001193-79-9 80
5 2-Cyclopenten-1-one, 3,4,5-trime... 124 C8H120 055683-21-1 78

Abundance Scan 954 (7.498 min): BF094275.D (-947) (-) m/z 109.00 100.00%
109 124
81
5000
53 I & G
39 65 7.20 7.40 7.60 7.80
e 8l g’ T4 %2 m/z 124.10 84.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10070: Mequinol
109 124
81
5000 U UL ISR I R
7.20 7.40 7.60 7.80
53 m/z 81.05 53.62%
15 21 3“9 i \\6\5 74 ! 95
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
109 124
720 7.40 7.60 7.80
5000 a1 m/z 53.00 24 .64%
53
18 27 39 65 74 95
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10249: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)- e
109 7.20 7.40 7.60 7.80

m/z 39.05 9.53%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 5-Chloro-guaiacol Concentration Rank 11

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

7.72 2.72 ng 187533 Naphthalene-d8 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Chloro-auaiacol 158 C7H7CI102 003743-23-5 81
2 2-Methoxv-3-chloro-phenol 158 C7H7CI02 077102-92-2 80
3 2-Methoxv-4-chloro-phenol 158 C7H7CI02 016766-30-6 58
4 4-Chloro-3-methvilpvridine l-oxide 143 C6H6CINO 001073-34-3 43
5 Phenol, 3-amino-2-chloro- 143 C6H6CINO 056962-01-7 38

Abundance Scan 992 (7.722 min): BF094275.D (-987) (-) m/z 143.00 100.00%
143
158
5000
79 107
AT | ‘ 740 7.60 7.80 8.00
87 115 : : : :
.,...??....;|!|:..,-:'.-..,7.%..,...-.,...?,9...:,..'..,..1.2.?....,.!..,....',...., m/z 158.00  73.09%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28558: 5-Chloro-guaiacol
143
158
5000 15 NN L LR LR
7.40 7.60 7.80 8.00
m/z 107.00 34 .96%
N | |
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
143
51 ”I'A'I”"P"W"”I
158 7.40 7.60 7.80 8.00
5000 15 m/z 145.00 30.77%
63 2 87
- 99 107 123
meﬁwmﬁrmwmmm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28560: 2-Methoxy-4-chloro-phenol B
143 7.40 7.60 7.80 8.00
158 m/z 79.00 28.11%
115
51
5000
79 87
65
'I'”'I"”I"?ﬁ""rﬁ"""P"??'}9?"”I"}ﬁq"'l”"l'”'I"'W
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 12-Crown-4 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.38 ng 162477 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Crown-4 176 C8H1604 000294-93-9 72
2 2.5.8.11.14-Pentaoxahexadecan-16-o0l 252 C11H2406 023778-52-1 64
3 Ethanol. 2.2"-Toxvbis(2.l-ethane... 194 C8H1805 000112-60-7 59
4 15-Crown-5 220 C10H2005 033100-27-5 56
5 Pentaethylene glycol 238 C10H2206 004792-15-8 56
Abundance Scan 1701 (11.892 min): BF094275.D (-1693) (-) m/z 45.05 100.00%
45
5000 AJL>
89
73 S REAsmmEASEEE TS SRS

103 133 11. 60 11. 80 12. 00 12 20

....,....-,-|'..'.'|,..'..,.||:..,-'....1,2.1...,....,1??..,...1.9,8....,... m/z 41.05 53.23%

m/iz--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #40290: 12-Crown-4
45

5000 LI B e B B B
11. 60 11. 80 12. 00 12 20

m/z 89.10 34 .33%

53 73 °°
‘\ Il M‘ 101 117 133
m/iz--> 0 I I 6|0 I0 ICI)O 150 14|10 160 180 2CI)O 22|0
Abundance
45
59

11.60 11.80 12.00 12.20

5000 m/z 73.00 22 .47%
89
29 103
15 3 121133 147 163 177 207224
R e o T A B e Tt
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #52370: Ethanol, 2,2'-[oxybis(2,1-ethanediyloxy)]bis-
45 11.60 11.80 12.00 12.20

m/z 43.10 20.00%

5000

89
31 ) 58 75 7101 199133 163

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 15-Crown-5 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.21 4.86 ng 263447 Chrysene-di12 14 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Crown-5 220 C10H2005 033100-27-5 72
2 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 64
3 2.5.8.11.14-Pentaoxahexadecan-16-ol 252 C11H2406 023778-52-1 59
4 12-Crown-4 176 C8H1604 000294-93-9 56
5 Ethanol, 2,2"-[oxybis(2,1-ethane... 194 C8H1805 000112-60-7 53
Abundance Scan 1925 (13.210 min): BF094275.D (-1921) (-) m/z 45.05 100.00%
45
5000
l 89 L
133 12.80 13.00 13.20 13.40 13.60
,...-.,ﬂl.'l.‘.,‘l.n-:'.,1.6?..2??...,....,....,....,....,. m/z 41.10 47.48%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #68915: 15-Crown-5
45
5000 NSRRI AU SN B
89 12.80 13.00 13.20 13.40 13.60
m/z 89.00 33.95%
15‘ ‘ ‘ 133
|J'MJAN”&J“ LI'%ﬁ'I”"I"'W""I'”'I""P
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
45
12:80 13.00 13.20 13.40 13.60
5000 89 m/z 43.00 21.53%
133
15 177 213 257283 317 363 407 451
m/z--> 6 55 160 1%0 260 2%0 360 3%0 460 4éo
Abundance #89232: 2,5,8,11,14-Pentaoxahexadecan-16-ol A B
45 12.80 13.00 13.20 13.40 13.60
m/z 73.00 20.38%
5000
89
19] J . J | 133 163 207
m/z--> c') 5'0 1c')o 1&1;0 2(')0 25'30 3(')0 3%0 4(')0 4&'30 12.|80 13.'00 13.'20 13.'40 13.|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1,4,7,10,13,16-Hexaoxacyclo... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.38 4.76 ng 258039 Chrysene-di12 14.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4.7.10.13.16-Hexaoxacvclooctad... 264 C12H2406 017455-13-9 78
2 15-Crown-5 220 C10H2005 033100-27-5 78
3 Heptaethvlene alvcol 326 C14H3008 005617-32-3 72
4 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 72
5 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 64
Abundance Scan 2124 (14.380 min): BF094275.D (-2120) (-) m/z 45.05 100.00%
45
5000 89 MJ\¥
| | | | 103117173147163177193209 229244 1400 1420 14.40 1460
.”.“”.,“ﬂ“ﬂ.ﬁh.ﬂ”q.hw.”w”.w”..”..”..””,””,”. m/z 41.10 41.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96455: 1,4,7,10,13,16-Hexaoxacyclooctadecane
5

5000 ST
14.00 14.20 14.40 14.60

m/z 89.00 41_.19%

133
157 177

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
R S R S e n )
14.00 14.20 14.40 14.60
5000 m/z 87.10 23.73%
28 89
73
59 133

103117 147 177

mmﬁmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130518: Heptaethylene glycol
45 14.00 14.20 14.40 14.60

m/z 43.10 22 .86%

5000
89

29 | 9973 | 103117 133147163177101 207223239 267283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. OO 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Trichloroacetic acid, penta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .45 3.54 ng 191799 Chrysene-di12 14 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
2 l17-Pentatriacontene 491 C35H70 006971-40-0 80
3 1-Octadecanol 270 C18H380 000112-92-5 76
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 74
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 74
Abundance Scan 2136 (14.451 min): BF094275.D (-2132) (-) m/z 83.05 100.00%
57
5000 M\J\LM
" 14:20 14.40 14.60 14.80
.l m/z 57.05 95.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #148859: Trichloroacetic acid, pentadecyl ester
48
5000 LR IS UL SULL I
111 1420 14.40 14.60 14.80
m/z 55.05 86.17%
1 HH m o w0
m/z--> 50 150 200 250 300 350 400 450
Abundance
43
1420 14.40 14.60 14.80
5000 83 m/z 69.05 80.31%
111
139167 196 224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #100813: 1-Octadecanol I a  BREEEEES B
48| 83 14.20 14.40 14.60 14.80
m/z 43.10 79.82%
h 1 AA/\J\J\/\/M
N IE—
m/z--> 50 100 150 200 250 300 350 400 450 ' 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Hexagol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.43 3.91 ng 174049 Perylene-di12 16.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaaol 282 C12H2607 002615-15-8 81
2 15-Crown-5 220 C10H2005 033100-27-5 78
3 12-Crown-4 176 C8H1604 000294-93-9 64
4 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 50
5 Cyclohexyl-15-crown-5 274 C14H2605 017454-48-7 50

Abundance Scan 2303 (15.433 min): BF094275.D (-2299) (-) m/z 45.05 100.00%

45
5000 89

133

15.20 15.40 15.60 15.80
m/z 89.05  46.04%

151 173189206

240257 282

326

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107065: Hexagol
45
5000 M----|-f\--|--------|---
89 15.20 15.40 15.60 15.80
m/z 41.10 42 _.30%
2 133
|2 114 | 151 177195 239 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
45
R N EEEE S s E R
15.20 15.40 15.60 15.80
5000 m/z 86.95 29.87%
89
28 73
133
115 159177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #40293: 12-Crown-4
45 15.20 15.40 15.60 15.80
m/z 43.10 24 _.73%
5000
28 89
73 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094275.D

Aca On > 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Octaethylene glycol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.84 ng 126505 Perylene-di12 16.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octaethvlene alvcol 370 C16H3409 1000289-34-2 72
2 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 64
3 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 56
4 15-Crown-5 220 C10H2005 033100-27-5 56
51,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 50
Abundance Scan 2467 (16.398 min): BF094275.D (-2465) (-) m/z 45.00 100.00%
45
5000 89
133177 207 59 265 297 16.00 16.20 16.40 16.60 16.80
|||||'|'||I||II||‘!L|'|I:|'I|':l|“FLH523_TgWWWWﬁ' m/z 89.05 44 _42%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #148152: Octaethylene glycol
45
5000
89 16.00 16.20 16.40 16.60 16.80
m/z 41.05 39.99%
19, | 1 P 1 a07 251 283
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
45
16.00 16.20 16.40 16.60 16.80
5000 89 m/z 87.00 24 .73%
133
15 177 213 257283 317 363 407 451
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #157733: Pentaethylene glycol monododecy! ether A B B o m ma e S e
45 16.00 16.20 16.40 16.60 16.80
m/z 43.10 21.34%
5000 89
J 133
15 00 byly | 166 213 257 2g7 319 363 407
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040717\
Data File : BF094275.D

Acq On 7 Apr 2017 16:14

Operator : SJ/MA

Sample : 12572-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown2 .14 2.14 5.0 ng 255048 1 5.85 1017380 20.0
unknown3 .99 3.99 14.3 ng 729610 1 5.85 1017380 20.0
unknown5 .60 5.60 98.5 ng 5009220 1 5.85 1017380 20.0
Mequinol 7.50 53.2 ng 3674280 2 7.35 1380500 20.0
5-Chloro-guaiacol 7.72 2.7 ng 187533 2 7.35 1380500 20.0
12-Crown-4 11.89 2.4 ng 162477 4 11.31 1366740 20.0
15-Crown-5 13.21 4.9 ng 263447 5 14.56 1083270 20.0
1,4,7,10,13,16-He... 14.38 4.8 ng 258039 5 14.56 1083270 20.0
Trichloroacetic a... 14.45 3.5 ng 191799 5 14.56 1083270 20.0
Hexagol 15.43 3.9 ng 174049 6 16.19 891154 20.0
Octaethylene glycol 16.40 2.8 ng 126505 6 16.19 891154 20.0
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