LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2457-06 EME-FW-TS003-01

ALS Vial : 16 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 2.187 12 17 23 rBv 19700 33836 1.27% 0.118%
2 5.016 492 498 505 rBV 102584 136674 5.12% 0.477%
3 5.422 563 567 571 rBVY 2483893 2611087 97 .90% 9.114%
4 6.445 736 741 749 rBVY 2518540 2664567 99.90% 9.300%
5 6.575 759 763 766 rBY 2854701 2667212 100.00% 9.310%
6 6.804 798 802 805 rBV 999236 780777 29.27% 2.725%
7 6.963 824 829 832 rBVY 2223996 2080556 78.00% 7.262%
8 7.369 893 898 901 rBVY 1777700 1661260 62.28% 5.798%
9 7.392 901 902 907 rVB 73336 51941 1.95% 0.181%
10 8.063 1013 1016 1017 rBV 122682 85852 3.22% 0.300%
11 8.086 1017 1020 1027 rVvVvV 1200012 991149 37.16% 3.460%
12 8.139 1027 1029 1032 rVB 32493 28108 1.05% 0.098%
13 8.375 1065 1069 1075 rBv4 25663 30066 1.13% 0.105%
14 8.504 1087 1091 1093 rBV 53411 52113 1.95% 0.182%
15 8.675 1116 1120 1123 rBV 99119 88969 3.34% 0.311%
16 8.827 1143 1146 1149 rVB 57543 40454 1.52% 0.141%
17 8.957 1165 1168 1172 rBV3 31042 51129 1.92% 0.178%
18 9.033 1179 1181 1186 rBvV2 34715 35075 1.32% 0.122%
19 9.075 1186 1188 1190 rBV 35105 27761 1.04% 0.097%
20 9.104 1190 1193 1197 rVB 75205 66949 2.51% 0.234%

21 9.163 1197 1203 1206 rBV 2778279 2324355 87.15% 8.113%
22 9.239 1212 1216 1219 rBV 127681 116369 4_36% 0.406%

23 9.427 1246 1248 1251 rVB2 57015 46566 1.75% 0.163%
24 9.557 1264 1270 1273 rBV 530782 482281 18.08% 1.683%
25 9.580 1273 1274 1278 rVB3 41797 27255 1.02% 0.095%

26 9.769 1303 1306 1310 rVB 151619 126210 4.73% 0.441%
27 9.845 1315 1319 1323 rBV 1047992 984246 36.90% 3.435%

28 10.086 1358 1360 1365 rVB3 38232 36923 1.38% 0.129%
29 10.269 1388 1391 1394 rVB 127204 96139 3.60% 0.336%
30 10.486 1425 1428 1430 rVB 32377 30886 1.16% 0.108%
31 10.545 1434 1438 1441 rBV5 30457 34584 1.30% 0.121%
32 10.633 1450 1453 1459 rBV 1558825 1406887 52.75% 4.911%
33 10.698 1462 1464 1468 rVB3 41022 33340 1.25% 0.116%

34 10.739 1468 1471 1478 rBV2 144787 164116 6.15% 0.573%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J2457-06 EME-FW-TS003-01

ALS Vial : 16 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
35 10.874 1491 1494 1496 rBV3 39785 46957 1.76% 0.164%

36 10.904 1496 1499 1501 rVvVv 155606 119226 4._.47% 0.416%
37 10.980 1510 1512 1517 rVB 92169 81584 3.06% 0.285%
38 11.027 1517 1520 1525 rBV 121664 105237 3.95% 0.367%
39 11.104 1528 1533 1539 rVB3 95764 144057 5.40% 0.503%

40 11.192 1544 1548 1550 rVV 52609 54289 2.04% 0.189%
41 11.216 1550 1552 1557 rVB 107235 90411 3.39% 0.316%
42 11.333 1568 1572 1575 rBVY 854215 785071 29.43% 2.740%
43 11.398 1581 1583 1586 rVB 82211 65852 2.47% 0.230%
44 11.592 1613 1616 1618 rBV2 37690 34698 1.30% 0.121%
45 11.674 1628 1630 1635 rBV2 26973 32506 1.22% 0.113%
46 11.716 1635 1637 1639 rVV 50485 41100 1.54% 0.143%
47 11.739 1639 1641 1643 rVB 50207 35253 1.32% 0.123%
48 11.857 1657 1661 1663 rBVY 141739 131040 4.91% 0.457%
49 12.021 1686 1689 1694 rVB3 40177 44568 1.67% 0.156%
50 12.168 1711 1714 1726 rBV3 42026 70310 2.64% 0.245%
51 12.404 1751 1754 1756 rBV2 144410 124707 4.68% 0.435%
52 12.427 1756 1758 1763 rVB4 96853 89199 3.34% 0.311%
53 12.580 1781 1784 1789 rVB 383971 356697 13.37% 1.245%
54 12.804 1819 1822 1826 rVB2 43863 58432 2.19% 0.204%
55 12.915 1837 1841 1845 rBV 1732071 1558098 58.42% 5.438%
56 13.451 1929 1932 1935 rBV 72358 61664 2.31% 0.215%
57 13.533 1944 1946 1951 rBVG6 25747 28599 1.07% 0.100%

58 13.810 1989 1993 1997 rBV 242856 248130 9.30% 0.866%
59 13.974 2018 2021 2025 rBV 784210 736366 27.61% 2.570%
60 14.445 2098 2101 2107 rBV 171340 199060 7.46% 0.695%

61 15.080 2205 2209 2212 rBV 318023 324770 12.18% 1.134%
62 15.380 2257 2260 2264 rVB2 86798 103849 3.89% 0.362%
63 15.445 2266 2271 2278 rVB 490277 671898 25.19% 2.345%
64 15.886 2342 2346 2350 rBV 177458 258542 9.69% 0.902%
65 15.939 2351 2355 2363 rVB2 146472 251561 9.43% 0.878%

66 17.450 2608 2612 2618 rBV4 130404 283170 10.62% 0.988%

67 17.786 2664 2669 2675 rVB5 113762 241399 9.05% 0.843%

68 18.262 2743 2750 2768 rBV5 126881 571183 21.41% 1.994%

69 19.339 2926 2933 2949 rVB4 144612 504832 18.93% 1.762%
Sum of corrected areas: 28650007
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: BF104646.D

5.42 6.45
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

5.02 3.50 ng 136674 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
4 Tetraalvme 222 C10H2205 000143-24-8 25
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 25

Abundance Scan 499 (5.022 min): BF104646.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.60 4.80 5.00 5.20 5.40
0 ...,....',':-..-.'~|i....,-....-,|....,....,....,....,....,?0.7.. m/z 59.00 61.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S UL SRR
4.60 4.80 5.00 5.20 5.40
59 m/z 101.00 23.71%
2\7\ LUl H 70 83 1?1
G S S I SR L LA S L SN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 5.00 520 5.40
5000 a1 101 m/z 58.00 15.94%
29
o 15 73 87 117
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4489: Propane, 1-ethoxy-2-methyl- R BRamn e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.55%
5000
41
2
73 102
0'}?P'T'I”"I'”'I?Z”I"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 unknown6.57 Concentration Rank 1

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

6.57 68.32 ng 2667210 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF104646.D (-759) (-) m/z 132.00 100.00%
5000 68
40 | % J 620 6.40 6.60 6.80 7.00
o Wl 77 [ dgsms 7 6805 41.96%
m/z--> 40 '60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 og M1© USRS SR SN
620 6.40 6.60 6.80 7.00
m/z 134.00 31.48%
ol -‘-“‘. 89 | o7 M 158189
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
97 620 6.40 6.60 6.80 7.00
5000 o m/z 66.00 26.92%
31 52
o 61 86 | 106116
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R L R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.81%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | S | | S
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.74 4.18 ng 164116 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Pentadecane 212 C15H32 000629-62-9 76
3 Tetracosane 338 C24H50 000646-31-1 68
4 Eicosane 282 C20H42 000112-95-8 68
5 Hexadecane 226 C16H34 000544-76-3 68
Abundance Scan 1471 (10.739 min): BF104646.D (-1468) (-) m/z 57.05 100.00%
57
5000 85
197 UM R
3 I | 113 133, 155 180 I 10.40 10.60 10.80 11.00
Olrrrprrrelirel el e robi et et bpebrprere e || M7z 43.05 73.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59880: Tetradecane
57
5000 85 ARSI SRR AR
10 40 10. 60 10 80 11.00
29 m/z 71.10 68.70%
0 | 1:\!-3 141 169 198
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 3(')0 350 34'10
Abundance
57
10,40 10.60 10.80 11.00
5000 g5 m/z 85.10 46.96%
29

113 141 18 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane L AL AR
57 10.40 10.60 10.80 11.00
m/z 41.05 36.25%
5000 85
29 113
o | % 141 160 197 225 253 281 309 338
Frprr e e e e e e e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

Sample : J2457-06

Misc :

ALS Vial : 16 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 1,1"-Biphenyl, 2,2"-diethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.90 3.04 ng 119226 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.2"-diethvl- 210 C16H18 013049-35-9 91
2 7-Methvl-4-azafluorene 181 C13H11IN 064291-99-2 70
3 Benzene., 1.1"-T1-(methvlthio)eth... 228 C15H16S 054851-63-7 64
4 Bifenthrin 422 C23H22CIF302 082657-04-3 59
5 Benzo[b]benzo[3,4]cyclobuta[1,2-... 210 C14H1002 042896-18-4 58

Abundance Scan 1498 (10.898 min): BF104646.D (-1496) (-) m/z 181.10 100.00%
181
5000 }
165 210
77 91 152 10.60 10.80 11.00 11.20
51 63 103115127 . . . .
Ol 2 12 m/z 210.10  34.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69601: 1,1'-Biphenyl, 2,2"-diethyl-
181
5000 210
165 10.60 10.80 11.00 11.20
89 182 195 m/z 165.05 32.57%
0 2\? 3‘9\ 5\:!- 6? 7H6 L \‘\ 10\3 1]‘-\5 1%8 1ﬂ.1 H“ 1l \H H\ HH“ ‘\ ‘
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
181
10.60 10.80 11.00 11.20
5000 m/z 166.10 31.53%
166
o 51 63 77 90 127 140152
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84576: Benzene, 1,1'-[1-(methylthio)ethylidene]bis-
181 10.60 10.80 11.00 11.20
m/z 182.10 17.88%
5000 103
77 165
27 39 ﬁl 63 w‘ 89 115 128139 152 ”‘ Wl 197 213 228
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\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 unknownl1l1l.03 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.03 2.68 ng 105237 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Proflavine 209 C13H11N3 000092-62-6 43
2 1-Methvl-4-(Cindol-3-enilvden)-1.... 209 C13H11N3 077219-01-3 43
3 1.3-Dithiane. 2.2-dibenzvl- 300 C18H20S2 040939-52-4 38
4 Benzolflauinolin-1-ol. 3-methvl- 209 C14H11NO 001210-03-3 38
5 Benzoic acid, 3-methoxy-, trimet... 224 C11H1603Si 959111-51-4 38
Abundance Scan 1520 (11.027 min): BF104646d.)D (-1517) () m/z 209.10 100.00%
209
5000
224
105 135 165181
43 41 91779 10.80 11.00 11.20 11.40
151
o m/z 224.20 31.27%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #68635: Proflavine
209
5000
182 10.80 11.00 11.20 11.40
m/z 165.10 25.26%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
209
10.80 11.00 11.20 11.40
5000 m/z 181.10 24 .96%
194

140 167

4 63 91 114

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144790: 1,3-Dithiane, 2,2-dibenzyl-

10.80 11.00 11.20 11.40
m/z 167.10  22.93%

5000

oL27 41 € 163178192 || 226 300
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

Sample : J2457-06

Misc :

ALS Vial : 16 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

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 3-Methylcarbazole Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.10 3.67 ng 144057 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Methvlcarbazole 181 C13H11IN 004630-20-0 60
2 9H-Carbazole. 2-methvl- 181 C13H11IN 003652-91-3 60
3 Bifenthrin 422 C23H22CIF302 082657-04-3 59
4 2.2-diphenvlpropionic acid. 2.2.... 308 C17H15F302 1000376-56-7 59
5 1,1"-Biphenyl, 2,2"-diethyl- 210 C16H18 013049-35-9 58

Abundance Scan 1532 (11.098 min): BF104646.D (-1528) (-) m/z 181.10 100.00%
181
5000
210
51 77 115 1?2‘1 10.80 11.00 11.20 11.40
Ottty b b m/z 165.05 29.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #46465: 3-Methylcarbazole
181
5000
10.80 11.00 11.20 11.40
m/z 166.10 24 .28%
77 152
0 39 . \\102 1?7 “ ‘\‘
e e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
181
10.80 11.00 11.20 11.40
5000 m/z 210.20 23.23%
152
27 51 7 101 127
T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219678: Bifenthrin
181 10.80 11.00 11.20 11.40
m/z 167.10 18.18%
5000
oL A4l 77 115141 | | 5 322 422
e L B B e
m/z--> 50 100 150 200 250 300 350 400 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 8 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.86 3.34 ng 131040 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 11

Abundance Scan 1662 (11.863 min): BF104646.D (-1657) (-) m/z 72.95 100.00%

60 73
5000 129

213

Mfwmm%% 11.60 11.80 12.00 12.20

o] m/z 43.10 93.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LIS L L L LB L B
11. 60 11. 80 12. 00 12. 20
m/z 60.00 93.22%
213
7
S I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 29 129 m/z 57.05 81.42%
87 242
143 199
115 185
101 157171 213
O T T T T e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid e  RRRaE Bam s
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 68.70%
5000 129
29
‘ 143 157 214
0,.LNN.NJAUW .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20

8270-BF040618.M Fri Apr 20 12:07:59 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

Sample : J2457-06

Misc :

ALS Vial : 16 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 9 Bicyclo[2.2.2]octane, 2-met... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
1240 3.18ng 124707  Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Bicvclol2.2.2loctane. 2-methvl- 124 COH16 000766-53-0 87

2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002566-97-4 76
3 1l1l.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 68
4 5-Undecvne 152 C11H20 002294-72-6 68
5 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 68
Abundance Scan 1753 (12.398 min): BF104646.D (-1751) (-) m/z 67.00 100.00%
2% WA\W'\
12.00 12,20 12.40 12.60 12.80
0 m/z 81.00 79.27%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
6 95
124
5000 41 | NI LI L L L LB LB L
12.00 12.20 12.40 12.60 12.80
m/z 95.00 64.37%
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 67
12.00 12,20 12.40 12.60 12.80
5000 82 m/z 55.00 52.68%
109
o 135150 478 262 294
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #162983: 11,14-Eicosadienoic acid, methyl ester T
n o7 12.00 12.20 12.40 12.60 12.80
m/z 41.00 50.06%
5000
0
o 135150165 192
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1200 12.20 12.40 12.60 12.80

8270-BF040618.M Fri Apr 20 12:07:59 2018

EME-FW-TS003-01

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.58 9.09 ng 356697 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 99
2 12-Azabicvclol9.2.21pentadecan-1... 223 C14H25NO 1000191-26-7 60
3 3-(N.N-Diethvlamino)carbazole 238 C16H18N2 054994-31-9 60
4 4.4"-Diisopropvibiphenvl 238 C18H22 018970-30-4 59
5 Anthracene, 1,4-dimethoxy- 238 C16H1402 013076-29-4 49
Abundance Scan 1784 (12.580 min): BF104646.D (-1781) (-) m/z 223.20 100.00%
223
181 238
5000
, 12.20 12,40 12.60 12.80
0 == m/z 238.20 60.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181 238
5000 165 AR SRR UL UL R
195 12.20 12.40 12.60 12.80
153 m/z 181.10 54 _47%
55 g9 81 104 123 137 210
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
97 223
43 56 12.20 12.40 12.60 12.80
5000 69 gy 112 m/z 165.10 36.99%
126
29 140 166180
153 194 208
O o o R Ca oI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92485: 3-(N,N-Diethylamino)carbazole
223 12.20 12.40 12.60 12.80
m/z 195.10 33.28%
238
5000
194
- 136 167
oL | 5163 & 97111126 | 154 H 180 | 299 Ly .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1220 12.40 12.60 12.80

8270-BF040618.M Fri Apr 20 12:08:00 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 5-Eicosene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.81 6.74 ng 248130 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 1l-Heneicosanol 312 C21H440 015594-90-8 93
3 3-Eicosene. (BE)- 280 C20H40 074685-33-9 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 92

Abundance Scan 1993 (13.810 min): BF104646.D (-1989) (-) m/z 57.10 100.00%

3

5000

B3

13.40 13.60 13.80 14.00 14.20

139154 174 1969171 230 252

280

o m/z 83.05 90.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55
83
4
5000 LIS B L B L L L L L LB
1340 13.60 13.80 14.00 14.20
m/z 55.00 90.81%
0 26 AL 126 153168 106 223 252 280
P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
R e o S S
41 13.40 13.60 13.80 14.00 14.20
5000 111 m/z 43.10 89.26%
ol 26 139154 180 210 238 266 204 rﬂw/bxmwANA,wJ(wuﬂvvnvi\ww“"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)- A B o
13.40 13.60 13.80 14.00 14.20
m/z 97.10 84 .69%
ol 2 1?6 153168 196 224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. 00 14. 20

8270-BF040618.M Fri Apr 20 12:08:00 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .44 5.41 ng 199060 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 87
3 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 87
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 86
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 74
Abundance Scan 2100 (14.439 min): BF104646.D (-2098) (-) m/z 57.10 100.00%
57
5000 KwAN)\vwﬂﬁv*wA\J»/xwmﬂymﬁﬂb
e 141 172 196 223 255275 300 331355 397 - 1A-éd 1A“éd 1A-éd 1A“édl
0 m/z 71.10 68.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133067: Ethanol, 2-(hexadecyloxy)-
57
5000 85 LR S B I S
mmmmmmmm
31 111 m/z 43.10 60.64%
. Al e 190 224 B8
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
" 14:20 14.40 14.60 14.80
5000 m/z 85.10 48.82%
o 11 439 196 224 269
m/z--> éo 160 1éo 200 2éo 300 350 400
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester b RREmE EE e
57 14.20 14.40 14.60 14.80
m/z 55.00 29.49%
e WWJ\“\MM
29
ok by LUt 148 182 220 2P
L L L L LR L L L L B L TrTTTTTTT T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF040618.M Fri Apr 20 12:08:01 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.08 9.67 ng 324770 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2209 (15.080 min): BF104646.D (-2205) (-) m/z 57.10 100.00%
57
T QL
5000
R DAL L B B
141 14.80 15.00 15.20 15.40
- .l, A ‘| 1' 164183 211 238259281 315 385 | 1z 71.10  73.55%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L BB BRI UL B
mmmmmmmm
m/z 43.10 54 _45Y%
. 2?« h 11 J h3 141 160 107 225 253 295 3p3 367
m/z--> éo 100 1%0 260 2éo 360 3éo '
Abundance
57
14.80 15.00 15,20 15.40
5000 g5 m/z 85.10 52.40%
29
Ol 141 169 197 225 253 281 300 337 365 304
m/z--> 50 100 150 200 250 300 350
Abundance #83027: Hexadecane LA B o e B
57 14.80 15.00 15.20 15.40
m/z 55.05 18.59%
5000 85 ﬁvvwaL«NAW«~wﬂ\AMNNAJJ\f\Aw,
29
o Ll 118,141 160 107 226
m/z--> éo 160 1%0 260 250 360 3éo ' 14%0 1500 1520 1540

8270-BF040618.M Fri Apr 20 12:08:02 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

Sample : J2457-06

Misc :

ALS Vial : 16 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 unknownl15.38 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.38 3.09 ng 103849 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanedioic acid. ethvl methvl ... 174 C8H1404 051503-30-1 9
2 Lilac alcohol formate D 198 C11H1803 1000141-23-2 9
3 Cvclohexanone. 2-methvl-5-(1-met... 154 C10H180 059471-80-6 9
4 10-Methvlundec-3-en-4-olide 196 C12H2002 1000370-41-1 9
5 Octanoyl chloride 162 C8H15CIO 000111-64-8 9
Abundance Scan 2260 (15.380 min): BF104646.D (-2257) (-) m/z 55.00 100.00%
5000
212 300 a1 a0 | 1500 1520 1540 1560
0 m/z 129.00 44 .65%
m/z--> 50 100 150 200 250 300 350
Abundance #41463: Pentanedioic acid, ethyl methyl ester
29 59
129
5000 101 AR UL B SO B
15. oo 15. 20 15.40 15.60
‘ m/z 252.10  43.92%
0..,..A79.,....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350
Abundance
55
93 15.00 15.20 15.40 15.60
5000 m/z 111.00 39.95%
183
11 137
L L L B L UL B UL
m/z--> 50 100 150 200 250 300 350
Abundance #26848: Cyclohexanone, 2-methyl-5-(1-methylethyl)- e EARRs RS
55 111 15.00 15.20 15.40 15.60
m/z 54.00 33.13%
5000
154
0 .?.‘ M M Lass| e —
m/z--> 50 100 150 200 250 300 350 15. oo 15. 20 15. 40 15.60

8270-BF040618.M Fri Apr 20 12:08:02 2018

EME-FW-TS003-01

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.89 7.70 ng 258542 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 86
Abundance Scan 2347 (15.892 min): BF104646.D (-2342) (-) m/z 57.10 100.00%
g7
85
5000
L N SR SO B
141 169 15.60 15.80 16.00 16.20
I oy “ ll 110189210 289262 205 34l | nzz 71.10  78.79%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LR SR B UL SR
15,60 15.80 16.00 16.20
113 m/z 85.10 62 .69%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
8 15,60 15.80 16.00 16.20
5000 m/z 43.10 56 .52%
113 169
oy
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane I AEEREE TS
57 15.60 15.80 16.00 16.20
m/z 55.05 22_.67%
85
- VMJ\AAJU\«M
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 15,60 15.80 16.00 16.20

8270-BF040618.M Fri Apr 20 12:08:03 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 16 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.94 7.49 ng 251561 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 60
2 Octacosanol 410 C28H580 000557-61-9 46
3 1-Heptacosanol 396 C27H560 002004-39-9 38
4 Tetracosvl pentafluoropropionate 500 C27H49F502 1000351-81-3 38
5 Docosyl heptafluorobutyrate 522 C26H45F702 1000351-83-1 38
Abundance Scan 2355 (15.939 min): BF104646.D (-2351) (-) m/z 83.10 100.00%
57
5000
111
7 15,60 15.80 16.00 16.20
137 205224 297 : . . .
ol A37 ], 184205224 251273 207 331355 383 | TG0 0T 6336
m/z--> 50 100 150 200 250 300 350
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
60 97
so00] L A SUGIR UL IR
153 15.60 15.80 16.00 16.20
m/z 57.10 60.11%
0.“. \I\ |h“'hl .“M.“l .:!-2.6.”‘. Il?ll |2|2‘|1| ——
m/z--> 50 100 150 200 250 300 350
Abundance
57
o1 M U SR SRR
15.60 15.80 16.00 16.20
5000 m/z 69.10 53.77%
125
ol 1 159 181 200 236 264 200 32 364 32
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol R e EEAER R
57 o7 15.60 15.80 16.00 16.20
m/z 43.10 48 .50%
5000
125
o 210 "J i |193, 18 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20

8270-BF040618.M Fri Apr 20 12:08:03 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 17 _beta.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.45  8.43ng 283170  Perylene-diz 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 _agamma.-Sitosterol 414 C29H500 000083-47-6 70
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 49
4 _.alpha.-Eraostenol 400 C28H480 000632-32-6 38
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 37

Abundance Scan 2612 (17.450 min): BF104646.D (-2608) (-) m/z 43.10 100.00%
43
107
5000
303 414
185 213 2% 329 381 ——
17.20 17.40 17.60 17.80
Ol m/z 55.00 75.93%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
5000 81 LA B L L L L L L
105 " 17.20 17.40 17.60 17.80
213 m/z 107.10 74 .31%
73 255 303329
04— “: “ H \H 234 276 354 381
m/z--> 0 200 250 300 350 400
Abundance
43
R e e e
17.20 17.40 17.60 17.80
5000 81 197 m/z 105.05 55.04%
145 213 303 e
173 255 329 381
0 234 | 276 354
R e 0 A e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- L L
M 107 394 17.20 17.40 17.60 17.80
283 m/z 145.10 54.84%
5000
m/z--> 0 50 100 150 200 250 300 350 400 17.20 17. 40 17. 60 17.80

8270-BF040618.M Fri Apr 20 12:08:04 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 unknownl7.79 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.79 7.19 ng 241399 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 Cl15H24 1000140-07-7 38
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 38
3 Coumarin. 3.4-dihvdro-4.4.6.8-te... 204 C13H1602 249629-60-5 18
4 4-Amino-8-methoxvbenzolal-1.5-na... 225 C13H11N30 026660-50-4 15
5 3,6-Bis(N-methylamino)carbazole 225 C14H15N3 098785-99-0 15
Abundance Scan 2670 (17.792 min): BF104646.D (-2664) (-) m/z 204.20 100.00%
135 204
107
225
81 287
5000, °°
173 257
319 307 a1 17,40 17.60 17.80 18.00 18.20
0 m/z 135.10 85.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 LRI U BURELRI UL B
95 161 17.40 17.60 17.80 18.00 18.20
a 123 m/z 107.10 80.58%
o R I“IMI‘ — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
161 204
4 A BRI BN BN B
17.40 17.60 17.80 18.00 18.20
5000 7 107 135 m/z 225.10 71.94%
L L L WL UL WL I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #64132: Coumarin, 3,4-dihydro-4,4,6,8-tetramethyl- B e B e
204 17.40 17.60 17.80 18.00 18.20
162 m/z 133.05 67.89%
5000
91
41 e 119
ol, lemlh J IAIMLJ!HI J 184 e —— S —
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.26 17.00 ng 571183 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 80
2 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 64
3 .beta.-Humulene 204 C15H24 000116-04-1 56
4 Caparratriene 206 C15H26 1000374-08-7 53
5 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 49
Abundance Scan 2750 (18.262 min): BF104646.D (-2743) (-) m/z 109.10 100.00%
109 189
5000
247 5g5 317 355 393 426 18,00 18.20 18.40 18.60
0 m/z 95.10 93.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109
45 137 218
5000 78 LN SR BN SULILE UL
160 18.00 18.20 18.40 18.60
m/z 107.05 79.19%
‘ H 189
o ‘,LHLIMI\‘IM HI\‘\ .‘..l.... e
m/z--> 50 100 250 300 350 400
Abundance
189
95 UL U BN BUNRN SR
55 18.00 18.20 18.40 18.60
5000 135 m/z 189.15 79.19%
162
218 297 344 378 411
-7
m/z--> 50 100 150 200 250 300 350 400
Abundance #64293: .beta.-Humulene A EAREE ma S
107 18.00 18.20 18.40 18.60
m/z 81.05 77.23%
81
41
5000 133 161 204
0 e .L., T s S
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\

Data File : BF104646.D

Aca On : 19 Apr 2018 23:23

Operator : JU/SJ

ﬁ?ggle i J2457-06 EME-FW-TS003-01
ALS Vial : 16 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 unknownl19.34 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.34 15.03 ng 504832 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.6.6-Tetramethvlspirol4.41nonane 180 C13H24 074054-92-5 41
2 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 41
3 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 30
4 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 000473-19-8 25
5 2-(Benzyloxymethyl)-5-methylfuran 202 C13H1402 223696-93-3 18
Abundance Scan 2933 (19.339 min): BF104646.D (-2926) (-) m/z 95.05 100.00%

g

5000

341 413 19.00 19.20 19.40

0 UMMM B m/z 69.10 86.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #45736: 1,1,6,6-Tetramethylspiro[4.4]nonane
95
165

5000 41 69 ——
19.00  19.20  19.40

m/z 96.00 77 .38%

‘ ‘ 137
O —
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
— T T
19.00 19.20 19.40
5000 109 m/z 109.10 76.70%
151 177 220
o ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl- — T T
109 19.00 19.20 19.40
69 m/z 81.00 72 .55%
- W\VJ
138
0<18 T T — T
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041918\

Data File : BF104646.D

Acqg On : 19 Apr 2018 23:23 Instrument :
Operator : JU/SJ BNA_F

Sample - J2457-06 ClientSampleld :
Misc - EME-FW-TS003-01
ALS Vial : 16 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]
2-Pentanone, 4-hy... 5.02 3.5 ng 136674 1 6.80 780777 20.0
unknown6 .57 6.57 68.3 ng 2667210 1 6.80 780777 20.0
Tetradecane 10.74 4.2 ng 164116 4 11.33 785071 20.0
1,1"-Biphenyl, 2,... 10.90 3.0 ng 119226 4 11.33 785071 20.0
unknown11.03 11.03 2.7 ng 105237 4 11.33 785071 20.0
3-Methylcarbazole 11.10 3.7 ng 144057 4 11.33 785071 20.0
n-Hexadecanoic acid 11.86 3.3 ng 131040 4 11.33 785071 20.0
Bicyclo[2.2.2]oct... 12.40 3.2 ng 124707 4 11.33 785071 20.0
10,18-Bisnorabiet... 12.58 9.1 ng 356697 4 11.33 785071 20.0
5-Eicosene, (E)- 13.81 6.7 ng 248130 5 13.97 736366 20.0
Ethanol, 2-(hexad... 14.44 5.4 ng 199060 5 13.97 736366 20.0
Hexacosane 15.08 9.7 ng 324770 6 15.44 671898 20.0
unknown15.38 15.38 3.1 ng 103849 6 15.44 671898 20.0
2-methyloctacosane 15.89 7.7 ng 258542 6 15.44 671898 20.0
Cyclohexane, 1,2-... 15.94 7.5 ng 251561 6 15.44 671898 20.0
-beta.-Sitosterol 17.45 8.4 ng 283170 6 15.44 671898 20.0
unknownl7.79 17.79 7.2 ng 241399 6 15.44 671898 20.0
5-Bromo-4-oxo0-4,5... 18.26 17.0 ng 571183 6 15.44 671898 20.0
unknown19.34 19.34 15.0 ng 504832 6 15.44 671898 20.0
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