LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104542.D
Aca On - 16 Apr 2018 19:34 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 : J2393-01 3-4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 3.469 227 235 245 rVB 64996 107793 1.44% 0.268%
2 4.404 384 394 397 rBVY 3004276 4987488 66.40% 12.417%
3 5.057 492 505 507 rBY 3328752 7510894 100.00% 18.699%
4 5.422 564 567 574 rVB 85558 84279 1.12% 0.210%
5 6.028 667 670 680 rBV 115601 134394 1.79% 0.335%
6 6.439 736 740 751 rBV 1243522 1070862 14.26% 2.666%
7 6.575 755 763 767 rBV 207896 162399 2.16% 0.404%
8 6.810 799 803 806 rBVY 1020442 897614 11.95% 2.235%
9 6.863 809 812 817 rBV 187857 160270 2.13% 0.399%
10 6.963 825 829 833 rVB 2591729 2294160 30.54% 5.711%
11 7.128 854 857 861 rVB 99828 77930 1.04% 0.194%
12 7.375 894 899 902 rBVY 2034923 1815227 24.17% 4_.519%
13 7.992 1001 1004 1007 rBV 93638 90777 1.21% 0.226%
14 8.092 1018 1021 1024 rBV 1458916 1156341 15.40% 2.879%
15 8.680 1115 1121 1124 rBvV2 84346 82568 1.10% 0.206%

16 9.169 1199 1204 1207 rBV 3663926 3314148 44.12% 8.251%
17 9.245 1213 1217 1219 rBV 183237 150499 2.00% 0.375%
18 9.280 1219 1223 1226 rVB2 104799 104380 1.39% 0.260%
19 9.504 1254 1261 1263 rBV3 72716 96928 1.29% 0.241%
20 9.563 1267 1271 1274 rVV 422928 405619 5.40% 1.010%

21 9.651 1283 1286 1291 rVB4 67566 81901 1.09% 0.204%
22 9.774 1304 1307 1309 rvVv 320301 233773 3.11% 0.582%
23 9.804 1309 1312 1315 rVV 1055009 824799 10.98% 2.053%
24 9.851 1316 1320 1323 rVV 1392970 1326392 17.66% 3.302%
25 10.004 1342 1346 1349 rBV5 48774 75854 1.01% 0.189%

26 10.051 1352 1354 1358 rVB2 65218 78655 1.05% 0.196%
27 10.092 1358 1361 1365 rBv4 87045 100573 1.34% 0.250%
28 10.274 1389 1392 1395 rVB 427974 332958 4.43% 0.829%
29 10.474 1422 1426 1427 rVV 112096 106270 1.41% 0.265%
30 10.492 1427 1429 1435 rVB 126521 160882 2.14% 0.401%

31 10.751 1469 1473 1478 rBV2 525027 678959 9.04% 1.690%
32 10.816 1482 1484 1486 rVV 120425 93634 1.25% 0.233%
33 10.851 1486 1490 1493 rVV3 99001 132051 1.76% 0.329%
34 10.886 1493 1496 1498 rVV2 154344 167115 2.22% 0.416%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104542.D
Aca On - 16 Apr 2018 19:34 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 : J2393-01 3-4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 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-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.957 1502 1508 1513 rVV5 117317 292589 3.90% 0.728%

36 10.998 1513 1515 1518 rVVv4 122284 136246 1.81% 0.339%
37 11.033 1518 1521 1523 rVV 161248 129772 1.73% 0.323%
38 11.074 1523 1528 1536 rVv4 118928 230327 3.07% 0.573%
39 11.198 1546 1549 1552 rVV 389024 349990 4._.66% 0.871%
40 11.227 1552 1554 1560 rVB2 195433 204849 2.73% 0.510%

41 11.339 1569 1573 1575 rBV 1459671 1275887 16.99% 3.176%
42 11.363 1575 1577 1580 rVvV 505991 414378 5.52% 1.032%

43 11.410 1583 1585 1588 rVB 87842 76188 1.01% 0.190%
44 11.510 1599 1602 1605 rVB3 115371 99577 1.33% 0.248%
45 11.574 1610 1613 1616 rVVv2 59830 80482 1.07% 0.200%

46 11.627 1619 1622 1625 rVB 258464 208831 2.78% 0.520%
47 11.868 1660 1663 1669 rVB2 95676 99928 1.33% 0.249%
48 11.951 1674 1677 1679 rVvVv2 104767 118826 1.58% 0.296%
49 12.033 1688 1691 1695 rBVY 212614 172720 2.30% 0.430%
50 12.386 1748 1751 1754 rBV2 78142 84610 1.13% 0.211%

51 12.421 1754 1757 1760 rBV 183612 180027 2.40% 0.448%
52 12.551 1776 1779 1784 rBV 576823 491358 6.54% 1.223%
53 12.780 1813 1818 1824 rBV 475116 593865 7.91% 1.478%
54 12.927 1839 1843 1846 rBV 2789173 2641155 35.16% 6.575%
55 13.462 1931 1934 1937 rBV2 568537 488064 6.50% 1.215%

56 13.551 1947 1949 1953 rVB 156455 131316 1.75% 0.327%
57 13.815 1992 1994 1998 rVB2 215588 225807 3.01% 0.562%
58 13.980 2018 2022 2025 rBV2 901524 962084 12.81% 2.395%
59 14.009 2025 2027 2029 rVB 147513 117266 1.56% 0.292%
60 15.021 2195 2199 2202 rBV2 136134 212618 2.83% 0.529%

61 15.380 2257 2260 2266 rVvV 116222 155310 2.07% 0.387%
62 15.445 2267 2271 2280 rVB 638739 895411 11.92% 2.229%

Sum of corrected areas: 40167867
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 3-4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
3500000

TIC: BF104542.D

5.06

3000000 4.40

6.96
2500000

7.37
2000000

1500000
6.44
1000000

500000

6.57
|

6.50

5.42 6.03

-
5.50

3.47
—r——5y

3.50

7.13
A

Il

7.00

0
Time-->
Abundance

3500000

2.50

3.00

4.00

4.50

5.00
TIC: BF104542.D

I
6.00

17

12.93
3000000

2500000
2000000
1500000 8.09

1000000

500000

10.50 11.00 11.50 12.00 12.50
TIC: BF104542.D

13.00

04 T
13.50

T
Time--> 10.00

Abundance
3500000

3000000

2500000

2000000

1500000

13.98

1000000

500000

0
Time-->

18.50 19.00

14.00 14.50

15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

Sample : J2393-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.40 111.13 ng 4987490 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 393 (4.398 min): BF104542.D (-384) (-) m/z 83.00 100.00%
55 83
5000 43 98
—— e
4.00 4.20 4.40 4.60 4.80
0 ...,....,....,..?7:|,":..‘.‘?'.|..-.?1..‘?7.,...77.,....,....~,.... m/z 55.10 82.07%
m/z--> 10 30 50 60 70 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 400 420 440 4.60 4.80
m/z 98.10 35.71%
0 23‘M 37| 49| 6167 77 92
LI FUELEL SN FULELEL SR JURL LS SURELL UL SURLLI SURLE B
m/z--> 10 40 50 70 90 100
Abundance
83
55 400 420 440 4.60 4.80
5000 43 m/z 43.00 33.81%
98
29
0 23 37 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R Bamas pe
5 83 4.00 4.20 4.40 4.60 4.80
m/z 39.10 24 .64%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::h.34.a;:..?%ahl.,??.hﬁ..??,ul..?%...q.... SR 1 W —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.06 167.35 ng 7510890 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 505 (5.057 min): BF104542.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101 A W ——
480 5.00 5.20 5.40
83
0 ..,....,....,.?.6.','.-...?.1.4!,...‘??....,.-...,....-,....,.1.?‘?,....,....,...., m/z 59.10 62.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R I L
59 480 500 520 540
m/z 101.00 24 .49%
31 83 g3 101
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 16.91%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- e e R ma na
59 4.80 5.00 5.20 5.40
31 m/z 41.10 9.76%
5000 41
73
0 'W'%?'P"'I”"I'”'?}"W""P"'I“g?l'“'%Q?”l"'W"'W""P"'I U RN SR IS U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 16

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

6.03 2.99 ng 134394 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 90
2 Ethane. l1-methoxv-2-(methoxvmeth... 120 C5H1203 074498-88-7 50
3 Ethane. 1.2-dimethoxv- 90 C4H1002 000110-71-4 47
4 Dimethvl-cvano-phosphine 87 C3H6NP 031641-57-3 40
5 Diazene, 2-methoxy-l1-methyl-, 1-... 90 C2H6N202 090994-12-0 9

Abundance Scan 670 (6.028 min): BF104542.D (-667) (-) m/z 45.00 100.00%
45
5000 59
39 | 75 Tlo 5.60 5.80 6.00 6.20 6.40
b il el el e | M/Z 59.00 46 65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9258: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59
560 5.80 6.00 6.20 6.40
75 90 m/z 58.00 21.99%
o 18 HH ‘ \ T 121
'W'”'P'“I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W
m/z--> 10 20 50 60 70 80 90 100 110 120
Abundance
45
560 580 6.00 6.20 640
5000 m/z 90.00 14 .80%
a1 59
o 39 75 90 105 119
LR SR IR SO SV UL UL IR IULIL I SR B SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2307: Ethane, 1,2-dimethoxy- e
45 560 5.80 6.00 6.20 6.40
m/z 89.00 14 .51%
5000
29 60
90
0"P%éW'”qﬁ'“IM'W'”%P'”I]§W'”'L'”I”'W'”'P'”I SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 unknown6.57 Concentration Rank 10

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

6.57 3.62 ng 162399 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 762 (6.569 min): BF104542.D (-755) (-) m/z 132.00 100.00%
5000 68
96 SRR R LSS LR
40 5y | 75 104 6.20 6.40 6.60 6.80 7.00
Obrrprrrr e el e et m/z 68.00 43.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R R RN
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 31.73%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 26.78%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R .{\. it
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 18.25%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 1-Hexanol, 2-ethyl- Concentration Rank 12

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

6.86 3.57 ng 160270 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Isobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 59
4 Oxalic acid. isobutvl octvl ester 258 C14H2604 1000309-37-3 50
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47

Abundance Scan 812 (6.863 min): BF104542.D (-809) (-) m/z 57.10 100.00%
5000
41
70 83 s e R A
| | 9% 155 6.60 6.80 7.00 7.20
o el m/z 41.00 33.90%
m/z--> 20 40 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000
29 41 6.60 6.80 7.00 7.20
70 83 m/z 43.05 29.76%
o5 Mol o B
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
42 6.60 6.80 7.00 7.20
5000 m/z 55.00 25.07%
29
71
o 8 gg 112 59 143
miz--> 20 40 60 80 100 120 140 160
Abundance #72873: Heptane, 1,1'-oxybis-
57 6.60 6.80 7.00 7.20
m/z 56.10 20.81%
5000
70
o 45 “ ﬂ‘ 83 gﬂ 117 129 171
m/z--> 20 40 60 80 100 120 140 160 ' 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 Hexadecane Concentration Rank 13

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

9.77 3.52 ng 233773 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Tridecane 184 C13H28 000629-50-5 64
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 64
4 Undecane. 3-ethvl- 184 C13H28 017312-58-2 64
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 58

Abundance Scan 1306 (9.769 min): BF104542.D (-1304) (-) m/z 57.10 100.00%
57
43
71
5000 85
99 9.40 9.60 9.80 10.00
113 127
Obrrrrre b T WS IETM0 189 174088 | 75 43.05  73.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n RS RS R AR B
g5 9.40 9.60 9.80 10.00
29 m/z 71.10 61.45%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
43 o
71 9.40 9.60 9.80 10.00
5000 m/z 85.05 39.12%
85
29
oL 15 99 113 127 141 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48837: Nonane, 5-butyl-
43 57 71 9.40 9.60 9.80 10.00
m/z 41.05 30.67%
85
5000 126
o I “ L9 12 | 140 155 184
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 9 Pentadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.75 10.64 ng 678959 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 58
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 58
3 Tetradecane 198 C14H30 000629-59-4 52
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 52
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 50

Abundance Scan 1473 (10.751 min): BF104542.D (-1469) (-) m/z 57.05 100.00%
57
a3 | L
5000
99 165 180 040 10.60 10.80 1100
113127 141 10.40 10.60 10.80 11.00
o 133 m/z 71.10  73.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57
43
71
5000 85 DRSNS SR
mmmmmmum
29 m/z 43.05 67.47%
P R BT
m/z--> ﬁo 45 65 éo 160 150 150 1éo 1éo 200 250 250
Abundance
57
43
NSRRI UL SR
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.05 48 .27%
113 155
o 9 “7127 1417 169183 197 211225 240
m/z--> ﬁo 45 65 éo 160 150 150 1é0 1éo 200 220 250
Abundance #59879: Tetradecane T T T
57 10.40 10.60 10.80 11.00
43 - m/z 195.10 39.85%
5000 85
29 99
oL 15 1 “\ L 113127141 155169 1?8
m/z--> ﬁo 45 65 éo 160 150 150 1éo 1éo 200 250 250 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 unknownl10.89 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.89 2.62 ng 167115 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvilpropvl)- 164 C11H160 000080-46-6 47
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 47
3 Adamantane. l1l-thiocvanatomethvl- 207 C12H17NS 1000304-65-8 38
4 Adamantane-1-carboxvlic acid 180 C11H1602 000828-51-3 38
5 Benzeneacetonitrile, 4-fluoro- 135 C8H6FN 000459-22-3 35
Abundance Scan 1497 (10.892 min): BF104542.D (-1493) (-) m/z 135.10 100.00%
5000
121
s 107 1 208
| “ | ‘ | 4 179 193 220 10.60 10.80 11.00 11.20
Ouuuluuuuliluuu'li ||| ﬁq ||I|| ||| |||| I'I"'II:'III:"i m/z 121_10 30_60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33622: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107 110.60 10,80 11.00 11.20
164 m/z 107.00 26.10%
Lo e ® | s
s 20 e 80 80 100 130 140 180 180 200 230
Abundance
135
110.60 10,80 11.00 11.20
5000 m/z 208.10 19.95%
107 150
41 95
15 27 53 65 77 119
m/z--> ﬁo 45 éo 85 160 150 150 160 180 260 250 ]
Abundance #66926: Adamantane, 1-thiocyanatomethy!l- R mmm L ',‘ e Rmma
135 10.60 10.80 11.00 11.20
m/z 97.10 18.51%
5000
a1 55 67 9 93
ok .,..n.MW.JW,JU..W..hM,fﬁ? }ﬁ}..l,?ﬁ?}e?..%89%9% CELA— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 unknownl10.96 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.96 4_.59 ng 292589 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 46
2 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 41
3 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 35
4 Hexaethvlene alvcol 282 C12H2607 002615-15-8 27
51,4,7,10,13,16-Hexaoxanonadecane... 320 C16H3206 1000163-65-3 27
Abundance Scan 1509 (10.963 min): BF104542.D (-1502) (-) m/z 121.00 100.00%
45 1
5000
69 89 WAV 7 b
10.60 10.80 11.00 11.20
0 m/z 107.00 98.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol
45
5000 89 NN AL SRR
10.60 10.80 11.00 11.20
29 9 15 m/z 45.00 92 .36%
L5 |l 7 17 13147 163 188 207
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 !
Abundance
45
10.60 10.80 11.00 11.20
5000 89 m/z 57.00 90.40%
29 %972 103,133
ol 15 117 147 163177 207 251
m/z--> 25 Jo eb éo 160 150 150 1&0 1é0 200 220 250 !
Abundance #65549: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- L B e e
45 10.60 10.80 11.00 11.20
m/z 163.05 78.94%
5000
29
obs LI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 60 10. 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 2-Methyl-4-hydroxybenzoxazole Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.07 3.61 ng 230327 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 53
2 Terephthalic monohvdroxamic acid 181 C8H7NO4 022372-40-3 47
3 Benzene. l-isocvanato-2-methoxv- 149 C8H7NO2 000700-87-8 43
4 Pvridine-3-carboxamide. 4-dimeth... 277 C14H13F2N30 1000266-41-1 43
5 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 43

Abundance Scan 1527 (11.068 min): BF104542.D (-1523) (-) m/z 149.10 100.00%
149
57
5000 196
230 10.80 11.00 11.20 11.40
0 m/z 57.05 68.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149
107
5000 L L BULELLE UL B
10 80 11. 00 11. 20 11. 40
$,52 m/z 196.10 40.30%
0 \ \‘ \‘ \ 94 ‘\ 120 135 |
m/z--> 26 J éo 86 160 150 150 160 180 260 250 '
Abundance
149
10.80 11.00 11.20 11.40
5000 m/z 181.00 27 .61%
65 121 181
o 45 77 90 104 166
mz-> 20 40 60 80 100 120 140 160 180 200 220 |
Abundance #23542: Benzene, 1-isocyanato-2-methoxy-
149 10.80 11.00 11.20 11.40
m/z 107.00 24 .76%
106 120 134
5000
78
51
15 27 39 ‘\ H i 9\3 Il | | ‘
m/z--> 26 Jo éo 86 160 120 150 1éo 180 260 250 ! 1080 1100 1120 1140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.20 5.49 ng 349990 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 1549 (11.198 min): BF104542.D (-1546) (-) m/z 57.10 100.00%

g7
a3 | T

5000

99 e h b
1317141155 182 209224 54 o977 10.80 11.00 11.20 11.40 11.60

0 m/z 71.10 73.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane
57
43 71
5000 85 |||||||||||||||||||
10.80 11.00 11.20 11.40 11.60
m/z 43.05 66.89%
29 99113
0 | °127141155169183197211225239 268
.”,””,””,”.w”.w”.w”.w.”w.”w.”..”..”..”.“”..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
e e
71 10.80 11.00 11.20 11.40 11.60
5000 o m/z 85.10 49.61%
29
o 99113127141155169183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 j
Abundance #59880: Tetradecane T e e
57 10.80 11.00 11.20 11.40 11.60
43 m/z 41.10 29.66%
71
5000 85
29 |
99
ol15 ‘\ | | 118127141155169 198
.”,””,””,”.w”.w”.w”.w.”w.”w.”..”..”..”.“”.“ e B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1080 1100 11.20 11.40 11.60

8270-BF040618.M Tue Apr 17 10:54:37 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.23 3.21 ng 204849 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Tetracosane 338 C24H50 000646-31-1 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 74
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72
Abundance Scan 1554 (11.227 min): BF104542.D (-1552) (-) m/z 57.10 100.00%
57
5000 85
J 1 | "0 1150 1140 1180
3 141 . . . .
o I A 0 O G N M O m/z 71.10 77.27%
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57
5000 85 R BRI SO B B
11.00 11.20 11.40 11.60
29 m/z 85.10 50.23%
o122 | h |, M3 141 160 197 225 253 296
m/z--> §o 160 150 200 2éo 360
Abundance
57
"' 11.00 1120 11.40 11.60
5000 P m/z 43.05 45 .02%
29
o 113 141 169 197 225 253 281 309 338
m/z--> §o 160 1%0 260 250 300
Abundance #83028: Hexadecane R e AR ABRE R
57 11.00 11.20 11.40 11.60
m/z 184.00 22.38%
5000 85
L2 | | TP 4 169 197 226
m/z--> 5'0 1(')0 150 200 250 3(')0 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.63 3.27 ng 208831 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1622 (11.627 min): BF104542.D (-1619) (-) m/z 57.10 100.00%

57

5000

11.40 11.60 11.80 12.00

140155170 187 204 225 243

(o m/z 71.05 71.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L L L LB
4 11.40 11.60 11.80 12.00
m/z 43.10 62.66%
113
0 H\ H\ Il \‘ N \\ 141 169 197212 240
.”,””P.”P”.P”q.”wnnluup.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R REEEEEEE SRR
11.40 11.60 11.80 12.00
5000 85 m/z 85.05 49 _.86%
41
113 169
0 26 128 149 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane R R
5[7 11.40 11.60 11.80 12.00
m/z 41.00 27 .00%
85
5000
4
113
0 ‘ Ll [ 14 169 197 225 253268 296
”q.“q”.qunlunp.”P”.P“q”.q”” LN LRaa Ea s o AR R N R A REEEmmas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 18 Adipic acid, 2-ethylhexyl i... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.46 10.15 ng 488064 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adipic acid. 2-ethvlhexvl isohex... 342 C20H3804 1000324-48-3 53
2 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 52
3 Adipic acid. isohexvl trans-2-me... 326 C19H3404 1000324-74-8 50
4 Adipic acid. octvl trans-2-methv... 354 C21H3804 1000324-75-1 50
5 Adipic acid, isohexyl 3-pentyl e... 300 C17H3204 1000324-60-7 50
Abundance Scan 1934 (13.462 min): BF104542.D (-1931) (-) m/z 129.00 100.00%
1‘ 9
5000
ﬂ 8 1 Llaar P 113.20 13.40 13.60 13.80
165 241 : : : :
ok, .. .',.l.:.l, 2o 814 m/z 57.10 42.65%
m/z--> 100 150 200 250 300 350
Abundance #178470: Adipic acid, 2-ethylhexyl isohexyl ester
T MMW
5000 LN SN BN UL I
1320 13.40 13.60 13.80
ga 111 | 147 m/z 70.05 29 .56%
O 29 | ?7 wH \Hw [l “\ il ‘ 165184 2:}3 ‘24\.1259
m/z--> 50 100 150 200 250 300 350
Abundance
129
57 113.20 13.40 13.60 13.80
5000 m/z 71.10 29.37%
29 83 111 147
0 173 199 241259 313 341 370
m/z--> 50 100 150 200 250 300 350
Abundance #165949: Adipic acid, isohexyl trans-2-methylcyclohexyl ester R REEEEmEm e
129 13.20 13.40 13.60 13.80
m/z 55.00 26 .88%
b /‘/\J\f/J\V\
55 97
147
213
0 ,Z?J\IM Z3MM‘L O I S
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 19 Stilbene, 4-amino- (E)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.73 ng 131316 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stilbene. 4-amino- (E)- 195 C14H13N 004309-66-4 72
2 Carbazole. 2.6-dimethvl- 195 C14H13N 078787-80-1 72
3 Anthracene. 9-butvl-1.2.3.4-tetr... 238 C18H22 1000151-39-2 64
4 Carbazole. 2.7-dimethvl- 195 C14H13N 018992-65-9 64
5 Carbazole, 3,5-dimethyl- 195 C14H13N 078787-81-2 59
Abundance Scan 1949 (13.551 min): BF104542.D (-1947) (-) m/z 195.10 100.00%
195
5000
165180
91 115 13.20 13.40 13.60 13.80
S AL N ¥ ,...?f‘.l...,.ln...'!'... 2RO 287 267 292 34 | /7 196.05  20.58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #57287: Stilbene, 4-amino- (E)-
195
5000
13.20 13.40 13.60 13.80
m/z 165.10 17.48%
ol 30 65 93 117 152 L
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
195
13.20 13.40 13.60 13.80
5000 m/z 180.05 14_.67%
o 62 77 98115 137152 179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 I “
Abundance #92591: Anthracene, 9-butyl-1,2,3,4-tetrahydro- R I e
195 13120 1340 13.60 13.80

m/z 179.10 11.15%

165 Lﬁhmﬂummww

2743 67 89 115 141 | | | 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\

Data File : BF104542.D

Aca On : 16 Apr 2018 19:34

Operator : JU/SJ

ﬁ?ggle : J2393-01 -4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 20 Behenic alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.69 ng 225807 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
5 Isoheptadecanol 256 C17H360 057289-07-3 87

Abundance Scan 1995 (13.821 min): BF104542.D (-1992) (-) m/z 57.10 100.00%

57 83

5000

i

13.60 13.80 14.00 14.20
m/z 83.10 92.56%

200

o 167183 248 267282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55 83

i§

5000 LA B L L L L L L LB
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF041618\
Data File : BF104542.D
Acqg On : 16 Apr 2018 19:34 Instrument :
Operator : JU/SJ gﬁA{s el
- _ lentosampleld :
3?22Ie - J2393-01 3-4-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4.40 111.1 ng 4987490 1 6.81 897614 20.0
2-Pentanone, 4-hy... 5.06 167.3 ng 7510890 1 6.81 897614 20.0
Ethanol, 2-(2-met... 6.03 3.0 ng 134394 1 6.81 897614 20.0
unknown6 .57 6.57 3.6 ng 162399 1 6.81 897614 20.0
1-Hexanol, 2-ethyl- 6.86 3.6 ng 160270 1 6.81 897614 20.0
Hexadecane 9.77 3.5 ng 233773 3 9.85 1326390 20.0
Pentadecane 10.75 10.6 ng 678959 4 11.34 1275890 20.0
unknown10.89 10.89 2.6 ng 167115 4 11.34 1275890 20.0
unknown10.96 10.96 4.6 ng 292589 4 11.34 1275890 20.0
2-Methyl-4-hydrox... 11.07 3.6 ng 230327 4 11.34 1275890 20.0
Nonadecane 11.20 5.5 ng 349990 4 11.34 1275890 20.0
Heneicosane 11.23 3.2 ng 204849 4 11.34 1275890 20.0
Heptadecane 11.63 3.3 ng 208831 4 11.34 1275890 20.0
Adipic acid, 2-et... 13.46 10.2 ng 488064 5 13.98 962084 20.0
Stilbene, 4-amino... 13.55 2.7 ng 131316 5 13.98 962084 20.0
Behenic alcohol 13.82 4.7 ng 225807 5 13.98 962084 20.0
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