LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On > 24 Apr 2018 14:46 Instrument :

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

3?22'6 : J2498-01 B16206-VB16122

ALS Vial : 6 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 4.410 368 395 398 rBV 30838 144650 6.96% 0.494%
2 5.004 492 496 502 rBV 104223 116244 5.60% 0.397%
3 5.187 502 527 529 rBV2 64323 316452 15.24% 1.080%
4 5.275 539 542 544 rBV2 32228 39116 1.88% 0.133%
5 5.422 563 567 572 rBV 707428 791004 38.08% 2.699%
6 5.498 578 580 582 rVB 175215 128099 6.17% 0.437%
7 5.693 600 613 616 rBV3 85978 236200 11.37% 0.806%
8 5.751 620 623 638 rVB 299002 285130 13.73% 0.973%
9 6.175 692 695 697 rBV 49867 50175 2.42% 0.171%
10 6.222 697 703 708 rVB 65990 114302 5.50% 0.390%

11 6.445 737 741 747 rBvV2 576787 986942 47.52% 3.367%
12 6.575 759 763 767 rBV 1010591 844474 40.66% 2.881%
13 6.628 769 772 778 rVB3 34715 39895 1.92% 0.136%
14 6.804 799 802 806 rBvV 908077 721455 34.73% 2.462%
15 6.863 809 812 819 rvv 244543 234418 11.29%% 0.800%

16 6.963 823 829 832 rVV 1345217 1275170 61.39% 4_.351%

17 7.016 834 838 842 rVB 64992 88777 4.27% 0.303%
18 7.216 868 872 879 rVB2 522472 534379 25.73% 1.823%
19 7.339 890 893 895 rBv2 60946 66710 3.21% 0.228%
20 7.369 895 898 901 rVvV 1043445 917111 44.15% 3.129%
21 7.398 901 903 908 rvv4 53970 63183 3.04% 0.216%
22 7.504 912 921 924 rVvv2 170453 316685 15.25% 1.081%
23 7.539 925 927 930 rvv 96680 91095 4_.39% 0.311%
24 7.569 930 932 934 rvv 115969 83886 4._.04% 0.286%
25 7.628 938 942 945 rVB2 52384 69168 3.33% 0.236%

26 7.834 972 977 978 rvv4 113956 137167 6.60% 0.468%
27 7.863 978 982 988 rVB 215678 269104 12.96% 0.918%

28 7.998 1001 1005 1008 rBV2 70785 79628 3.83% 0.272%
29 8.045 1008 1013 1015 rvv4 34802 47424 2.28% 0.162%
30 8.092 1017 1021 1027 rVV 1127564 1129132 54.36% 3.853%
31 8.145 1027 1030 1033 rVvB2 31124 32565 1.57% 0.111%
32 8.210 1033 1041 1044 rBV3 109862 175405 8.44% 0.598%
33 8.239 1044 1046 1052 rVB6 34268 52866 2.55% 0.180%

34 8.416 1059 1076 1080 rBV 705768 1736382 83.60% 5.925%

8270-BF040618.M Wed Apr 25 15:23:48 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On > 24 Apr 2018 14:46 Instrument :

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

3?22'6 : J2498-01 B16206-VB16122

ALS Vial : 6 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 8.463 1083 1084 1089 rVB5 35555 32874 1.58% 0.112%
36 8.622 1108 1111 1113 rBV 76234 58993 2.84% 0.201%

37 8.686 1117 1122 1126 rVB6 86747 119559 5.76% 0.408%
38 8.733 1126 1130 1136 rBV 478064 476517 22.94% 1.626%
39 8.804 1140 1142 1149 rVB 57747 60502 2.91% 0.206%
40 8.904 1153 1159 1165 rBV 315845 399334 19.23% 1.363%

41 9.016 1175 1178 1180 rBV 58401 53539 2.58% 0.183%
42 9.163 1199 1203 1207 rVB 2118080 1821403 87.69% 6.215%
43 9.239 1212 1216 1219 rBV 93182 89041 4._.29% 0.304%
44 9.281 1219 1223 1225 rVV2 35650 43454 2.09% 0.148%
45 9.310 1225 1228 1232 rVV3 52910 51654 2.49% 0.176%
46 9.422 1245 1247 1253 rBV2 46314 60339 2.90% 0.206%
47 9.504 1257 1261 1264 rBvV4 56260 74579 3.59% 0.254%
48 9.557 1266 1270 1273 rBV 237833 212486 10.23% 0.725%
49 9.622 1278 1281 1283 rBV2 43058 38717 1.86% 0.132%

50 9.769 1298 1306 1310 rBvV2 258375 285439 13.74% 0.974%

51 9.845 1314 1319 1323 rVV2 1254558 1258462 60.59% 4.294%

52 9.880 1323 1325 1327 rVB 61249 51955 2.50% 0.177%
53 10.057 1352 1355 1358 rVB2 58980 58994 2.84% 0.201%
54 10.086 1358 1360 1365 rBV2 47292 52214 2.51% 0.178%
55 10.269 1383 1391 1394 rBV2 280631 437624 21.07% 1.493%
56 10.392 1410 1412 1417 rVB3 32031 34002 1.64% 0.116%
57 10.486 1425 1428 1430 rBV 52445 50798 2.45% 0.173%
58 10.639 1451 1454 1462 rVB 780219 693598 33.39% 2.367%
59 10.698 1462 1464 1469 rBv4 21523 31741 1.53% 0.108%
60 10.745 1469 1472 1476 rBV 142071 192077 9.25% 0.655%
61 10.886 1493 1496 1499 rBV3 36015 49662 2.39%% 0.169%
62 10.998 1513 1515 1518 rVB3 41357 32757 1.58% 0.112%
63 11.192 1545 1548 1550 rBV 50845 38080 1.83% 0.130%
64 11.339 1569 1573 1576 rBV 1437462 1279384 61.59% 4 _.365%
65 11.363 1576 1577 1581 rVB 99953 56004 2.70% 0.191%
66 11.539 1605 1607 1610 rBV 41142 38961 1.88% 0.133%
67 11.574 1610 1613 1617 rVV3 40646 56239 2.71% 0.192%
68 11.616 1618 1620 1625 rVB5 27847 30819 1.48% 0.105%
69 11.716 1634 1637 1640 rBV 82134 74954 3.61% 0.256%
70 11.745 1640 1642 1646 rVVv2 29341 38132 1.84% 0.130%

71 11.874 1658 1664 1670 rBV3 266383 326013 15.70% 1.112%

8270-BF040618.M Wed Apr 25 15:23:48 2018 Page: 2



LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On > 24 Apr 2018 14:46 Instrument :

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

3?22'6 : J2498-01 B16206-VB16122

ALS Vial : 6 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

72 11.951 1674 1677 1678 rBV3 31889 34542 1.66% 0.118%
73 12.074 1695 1698 1705 rBV5 46085 65343 3.15% 0.223%
74 12.133 1705 1708 1711 rBV 108339 85265 4._.10% 0.291%
75 12.551 1776 1779 1783 rBV 89269 89890 4_.33% 0.307%
76 12.757 1811 1814 1816 rBV3 40672 47197 2.27% 0.161%

77 12.780 1816 1818 1821 rVB 129350 120224 5.79% 0.410%
78 12.927 1838 1843 1846 rBV 2155495 2077104 100.00% 7.087%

79 13.398 1920 1923 1927 rBV3 88349 94314 4._.54% 0.322%
80 13.457 1931 1933 1935 rVV 67011 57124 2.75% 0.195%
81 13.486 1935 1938 1942 rVB4 59407 73795 3.55% 0.252%

82 13.816 1990 1994 2003 rVB2 397134 456800 21.99% 1.559%
83 13.951 2014 2017 2019 rBV 134114 145185 6.99% 0.495%
84 13.986 2019 2023 2026 rVV 1193924 1239137 59.66% 4.228%
85 14.010 2026 2027 2031 rVB 188784 172998 8.33% 0.590%

86 14.139 2046 2049 2055 rVB 272969 278685 13.42% 0.951%
87 14.451 2098 2102 2107 rVB 303050 313537 15.09% 1.070%
88 14.574 2121 2123 2127 rBV 100553 107988 5.20% 0.368%
89 14.610 2127 2129 2134 rVB3 67680 75758 3.65% 0.258%
90 14.751 2150 2153 2157 rVB 230957 238731 11.49%% 0.815%

91 14.827 2163 2166 2171 rVB 169525 184729 8.89% 0.630%
92 15.033 2198 2201 2203 rBV 107453 115508 5.56% 0.394%
93 15.057 2203 2205 2208 rVV 89113 106615 5.13% 0.364%
94 15.086 2208 2210 2214 rVB 187476 193105 9.30% 0.659%
95 15.398 2260 2263 2268 rVB 102966 115738 5.57% 0.395%

96 15.462 2269 2274 2283 rVB 717411 948838 45.68% 3.237%
97 15.892 2343 2347 2353 rVB 80360 120794 5.82% 0.412%
98 16.139 2384 2389 2400 rVB5 194790 389071 18.73% 1.328%
99 16.315 2415 2419 2428 rBV5 96711 235165 11.32% 0.802%
100 16.392 2428 2432 2437 rVB2 92302 149587 7.20% 0.510%

Sum of corrected areas: 29308060
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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
Abundance TIC: BF104755.D
2000000
1500000 6.96
1000000
5.42
500000
5.75
5.50 ﬂ
4.41 5'005. 5.60 66122
O N e e o s B S e e B A e S B
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF104755.D
9.16 12/93
2000000
1500000 11.34
9.85
8.09

1000000

500000

L R e —
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: BF104755.D
2000000

1500000 13.99

1000000 15.46

500000

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\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Butanoic acid Concentration Rank 18

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

4.41 4.01 ng 144650 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 90
2 Pentanoic acid 102 C5H1002 000109-52-4 40
3 4-Bromobutvric acid 166 C4H7Bro02 002623-87-2 9
4 Hexanoic acid 116 C6H1202 000142-62-1 9
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 9

Abundance Scan 395 (4.410 min): BF104755.D (-368) (-) m/z 60.00 100.00%
6o
5000 7 ///HLM
42 SSEBERARB R SR
|W 88 4.00 4.20 4.40 4.60 4.80
N m/z 73.00 35.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #2020: Butanoic acid
60 /
5000 RN LR UL L I
73 400 420 440 460 4.80
27 41 m/z 42.00 21.85%
....15?.‘:‘..‘,“‘.‘?9‘. ‘....|.8.8..|....|....l....l....
m/z--> 20 40 60 80 100 120 140 160 VWMJ
Abundance
60
|"w"“|ﬂ“'|“"w'
4.00 420 4.40 4.60 4.80
5000 5 m/z 41.05 19.14%
o7 41 WJJ
T }?I T F}' R ??"1?%' L DR AR SR
m/z--> 20 40 60 80 100 120 140 160
Abundance #35268: 4-Bromobutyric acid
60 4.00 420 4.40 4.60 4.80
m/z 45.00 17.37%
5000
87
] 69 4 96 107 121 151 167
m/z--> 20 ' 60 80 100 120 140 160 400 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Butanoic acid, 3-methyl- Concentration Rank 3

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

5.19 8.77 ng 316452 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 74
2 Pentanoic acid 102 C5H1002 000109-52-4 45
3 1-Pentanamine 87 C5H13N 000110-58-7 9
4 Hexanoic acid 116 C6H1202 000142-62-1 9
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 5

Abundance Scan 528 (5.193 min): BF104755.D (-502) (-) m/z 60.00 100.00%
6p
5000
41
87 ‘yv—AvZ
| | 53 69 | 480 5.00 520 5.40 5.60
el S L e m/z 41.05 35.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4287: Butanoic acid, 3-methyl-
60
5000
41 480 500 520 5.40 5.60
27 87 m/z 43.10 33.71%
15 K 4753 69 | 102
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
60
480 500 520 540 560
5000 2 m/z 45.00 21.43%
27 41
15 47 53 87 101
L A UL SUL AL SUELEL AL UL S SURLEL SO SUL UL
m/z--> 10 20 30 40 50 60 70 80 90 100 A //
Abundance #1907: 1-Pentanamine R e R
30 480 500 520 5.40 5.60
m/z 87.00 20.97%
5000
41 87
T }?I'"w‘”""Nhﬂ'ég'??'lqz"§?""I' USRI S ARSI L
m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 unknown5.50 Concentration Rank 20

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

5.50 3.55 ng 128099 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiirane. methvl- 74 C3H6S 001072-43-1 9
2 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 9
3 2-Methvlheptanoic acid 144 C8H1602 001188-02-9 9
4 Methvl-2-0O-methvl.alpha.d-alucop... 208 C8H1606 015064-82-1 9
5 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 9

Abundance Scan 580 (5.498 min): BF104755.D (-578) (-) m/z 74.00 100.00%
74
57
5000 a1 a7
49 112 520 5.40 5.60 5.80

i AN S S m/z 57.05 65.27%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #829: Thiirane, methyl-
41 74
5000

520 540 5.60 5.80
m/z 41.05 38.10%

27 59
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
74
520 5.40 5.60 5.80
5000 43 m/z 87.00 34.43%
27 87
15 > 63 101 117
mmﬂmmmmwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20857: 2-Methylheptanoic acid N EABERREEREEE TS
74 5.20 5.40 5.60 5.80
m/z 55.00 10.19%
5000
87
4l 57 101
| i L 115 144
T T T R e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 520 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Pentanoic acid Concentration Rank 9

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

5.69 6.55 ng 236200 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 90
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Butanoic acid 88 C4H802 000107-92-6 64
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 45
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 39

Abundance Scan 613 (5.693 min): BF104755.D (-600) (-) m/z 60.00 100.00%
60
5000 73
41
5.40 5.60 5.80 6.00
..,....,....,....|,|!|.|..‘?1..|!.-....,.:..,..E.‘?,....,....,....,... m/z 73.00 46.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4246: Pentanoic acid
60
5000
73 5.40 5.60 5.80 6.00
- 41 m/z 41.05 20.84Y%
ST -~ R AN . AR . S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
60
5.40 5.60 5.80 6.00
5000 73 m/z 45.00 14 .96%
27 4l 87
18 53 67 80 99 116
m/z--> fo 25 35 4b 55 éo fo 85 do 100 1i0 150
Abundance #2020: Butanoic acid
60 5.40 5.60 5.80 6.00
m/z 43.00 13.73%
5000
73
27 41
ooty llarss e | e 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Ethanol, 2-butoxy- Concentration Rank 6

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

5.75 7.90 ng 285130 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 56
3 n-Butvl ether 130 C8H180 000142-96-1 38
4 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 25
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 25

Abundance Scan 623 (5.751 min): BF104755.D (-620) (-) m/z 57.05 100.00%
57
5000 45
‘ 87
75 5.40 560 5.80 6.00
...,....,....,...3.“",:'-...,..'!:,....,-..'..,...|.,...1.?9...,....,....,...., m/z 45.00  36.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8821: Ethanol, 2-butoxy-
57
5000
45 540 560 5.80 6.00
29 87 m/z 41.05 32.93%
75
”'I"iﬁ"'ﬂ""I“"I'“'I"“I""P"'I”'%?9'""%%?'”'I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
5.40 560 5.80 6.00
5000 m/z 87.10 21.43%
41 69
87
15 29 76 115
wmmmmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13644: n-Butyl ether
57 5.40 560 5.80 6.00
m/z 56.10 8.59%
5000
29 pn
87
15 M ], 50 ||, e5 73 101 115 130
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 unknown6.57 Concentration Rank 2

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

6.57 23.41 ng 844474 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF104755.D (-759) (-) m/z 132.00 100.00%
5000 68
40 o J 620 640 6.60 6.80 7.00
54 : . : : :
ol e L5 L h/z 68.00  44.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR AR L
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 30.55%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.30%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R o e R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.94%
5000 67
97
‘ 29 ‘ 117
||||‘|‘||“| L \IM‘I\I\‘I\ |8|8|‘i I:I'IO?II‘\IIIHI —— T
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\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 1-Hexanol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.86 6.50 ng 234418 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 Chloroacetic acid. 2-ethvlhexvl ... 206 C10H19CI102 005345-58-4 53
3 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 47
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 47
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 47
Abundance Scan 811 (6.857 min): BF104755.D (-809) (-) m/z 57.10 100.00%
57
5000 41
70 83 105
120 6.60 6.80 7.00 7.20

m/z 41.10 40.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #13670: 1-Hexanol, 2-ethyl-
43 6.60 6.80 7.00 7.20
83 m/z 43.05 34 .95%
S I O
S N1 | S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57 70
TR T T T T T
6.60 6.80 7.00 7.20
5000 m/z 54.95 26.05%
41 83
29 112
98 129 149157
mmﬂmmwvﬁvﬁwvﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether L
25 57 6.60 6.80 7.00 7.20
m/z 70.10 24 . 11%
5000 0 83
112
29
‘ 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Hexanoic acid, 2-ethyl- Concentration Rank 11

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

7.50 5.61 ng 316685 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 45
4 Methvl-4-deoxv-2.3-di-0-methvl.b... 218 C9H1406 1000312-09-9 42
5 Ethanamine, N-methyl-N-nitroso- 88 C3H8N20 010595-95-6 38

Abundance Scan 920 (7.498 min): BF104755.D (-912) (-) m/z 73.00 100.00%
<]
5000
41
101
\h‘” I | 133 7.20 7.40 7.60 7.80
el b A s m/z 88.00 79.87%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73
00, 720 740 7.60 7.80
101 m/z 57.05 31.48%
a0l Wbyl I\,M,l2;9, e —
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
720 740 7.60 7.80
5000 m/z 41.05 27 .42%
69
109 135155173 214 242 272 204313 355
m/z--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl- B R ma s B
88 7.20 7.40 7.60 7.80
m/z 87.00 22 _.49%
5000
41
6
.W“HME‘J.,.... —
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Benzeneacetic acid Concentration Rank 1

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

8.42 30.76 ng 1736380 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 94
2 p-Methvlbenzeneboronic acid 136 C7H9BO2 005720-05-8 64
3 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 59
4 Benzoic acid. 3-methvyl- 136 C8H802 000099-04-7 59
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 58

Abundance Scan 1077 (8.422 min): BF104755.D (-1059) (-) m/z 90.95 100.00%
Ji
5000 136 A
® s o e ous | e 8b0 520 840 k0 88>
I T e L s o T m/z 136.00 38.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16280: Benzeneacetic acid
g1
5000
136 8.00 8.20 8.40 8.60 8.80
65 m/z 92.00 18.22%
4051 1 77 1 107 118 ‘
miz-> 20 40 60 80 100 120 140 160 180
Abundance
91
|'“'|“"w"w"“|'A
136 8.00 820 840 8.60 8.80
5000 m/z 65.00 12.86%
45 65
27 36 56 77 102 17
miz-> 20 40 60 80 100 120 140 160 180
Abundance #46244: Propanedioic acid, phenyl-
g1 8.00 8.20 8.40 8.60 8.80
m/z 89.00 5.59Y%
5000
136
65
27 ‘ﬂ? .56 m‘ 7l 107 118 149 165 177
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 1&'30 8.00 8.20 8.40 8.60 8.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF042418\
BF104755.D

24 Apr 2018 14:46

Ju/sJ

J2498-01

B16206-VB16122

6 Sample Multiplier: 1

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

= 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 Indole Concentration Rank 4

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

8.73 8.44 ng 476517 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indole 117 C8H7N 000120-72-9 97
2 Indolizine 117 C8H7N 000274-40-8 91
3 Benzvl nitrile 117 C8H7N 000140-29-4 91
4 5H-1-Pvrindine 117 C8H7N 000270-91-7 87
5 Benzene, l-isocyano-2-methyl- 117 C8H7N 010468-64-1 87

Abundance Scan 1129 (8.728 min): BF104755.D (-1126) (-) m/z 117.00 100.00%
147
5000 90
39 3 ., 840 8.60 8.80 9.00
51 2 go 103 129 141 160 = S S S
ety et e e e || M/z 90.00  43.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8574: Indole
117
90
5000
8.40 8.60 8.80 9.00
63 m/z 89.00 35.31%
39
"v'??v"ﬂv"'ﬂ"er"|Z4'v"‘W'?ﬁ"'w"lh"'w"'w"'w"“l"“l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
8.40 8.60 8.80 9.00
5000 90 m/z 63.00 14 _.43%
63
27 39 51 78
mmmﬁwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8583: Benzyl nitrile
117 8.40 8.60 8.80 9.00
m/z 118.00 10.09%
5000 90
51 63
39 77 ‘
"v'??v"ﬁv"'w'"Hh“'v*w'v"‘”"ﬁqg""'h"'w"'w"'w"“l"“l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00

8270-BF040618.M Wed Apr 25 15:23:54 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Hydrocinnamic acid Concentration Rank 8

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

8.90 7.07 ng 399334 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrocinnamic acid 150 C9H1002 000501-52-0 96
2 Benzenepropanoic acid 1-methvlet... 192 C12H1602 022767-95-9 72
3 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13N03 1000129-40-0 72
4 Benzenepropanoic acid. silver(1l+... 256 C9H9A002 075112-79-7 43
5 _beta.-Ethylphenethyl alcohol 150 C10H140 002035-94-1 35

Abundance Scan 1158 (8.898 min): BF104755.D (-1153) (-) m/z 91.00 100.00%
o
5000 104
150 A»
51 65 8.60 8.80 9.00 9.20
39
S by ety W/z 104.00  48.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24397: Hydrocinnamic acid
9
104
5000 S AR L AR AR
150 8.60 8.80 9.00 9.20
51 g5 77 m/z 150.00 28.23%
e I 1 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91
8.60 8.80 9.00 9.20
5000 104 150 m/z 77.00 16.38%
78
27 39 °1 65 117 132 173 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106443: 4-Nitrosophenyl-.beta.-phenylpropionate B AR EEmEa T e
o9 8.60 8.80 9.00 9.20
m/z 105.00 15.69%
5000 104
51 65 77 150
S T O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Pentadecane Concentration Rank 16

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

9.77 4_.54 ng 285439 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 92
2 Tetradecane 198 C14H30 000629-59-4 62
3 Tridecane 184 C13H28 000629-50-5 58
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 52
5 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 50

Abundance Scan 1306 (9.769 min): BF104755.D (-1298) (-) m/z 57.05 100.00%
57
43 71
5000 85
104 133
151 9.40 9.60 9.80 10.00
el || AL KE 22 Tn/z 43.05  69.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57
43
71
5000 SRR R R A
85 940 9.60 9.80 10.00 |
29 m/z 71.10 68.60%
18 || M [ 9% 113 127 141 155 169 183 212
miz--> % 60 s a0 10 o ik 1k o
Abundance
57
43 LA RN AR
71 9.40 9.60 9.80 10.00
5000 85 m/z 85.05 44 .60%
29
15 99 113 127 141 155 160 198
m/z--> 25 45 eb 85 160 150 1&0 160 180 260 '
Abundance #48835: Tridecane R AR s e
43 97 9.40 9.60 9.80 10.00
m/z 41.05 34.87%
71
5000
85
29
18 ‘\ ‘M Lol 9? 113 127 141 155 184
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 260 ' 940 9%0 980 1050 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.87 5.10 ng 326013 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1663 (11.869 min): BF104755.D (-1658) (-) m/z 73.00 100.00%
73
43 60
5000 129 \’l‘—\
“ 115 143157171185 169 7| 297, 256 11.60 11.80 12.00 12.20
M m/z 60.00 82.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
11.60 11.80 12.00 12.20
m/z 43.10 81.30%
ﬂji 143157171185199213
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 129 m/z 57.10 70.16%
29 87 199
101115 143,57,41185 213 242
IEI-'5I'"'I""I'"'I""I""I""I"" TTrTTT T IIII2I2I6III""II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid AR EEEEEEEEE
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 66.97%
5000 129
. 185 228
01115 | 143,171
: ”III‘ H“ \ml} H‘ i |‘||:|I-|57||‘|| |‘||1|99||25L|3||‘||||||||| S S —r
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 1-Dodecanol, 2-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.82 7.37 ng 456800 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 87
Abundance Scan 1995 (13.821 min): BF104755.D (-1990) (-) m/z 57.10 100.00%
57

111

13.60 13.80 14.00 14.20

5000 M
140 .60 13.80 14.00 14.
o4, \l Ay 168 198 222 245263 287 35T nyz 71.10  71.09%
1

m/z--> 50 OO 150 200 250 300 350
Abundance #143260: 1-Dodecanol, 2-octyl-

57

5000 LA L L L L L LB
13.60 13.80 14.00 14.20
- 111 m/z 43.05  64.04%
Iw H m 1139167 106 224 252 28007
— . L
m/z--> 50 200 250 300 350
Abundance
57
A
13.60 13.80 14.00 14.20
5000 m/z 85.10 53.50%
i 8 m
139 196 224 269
N
m/z--> 50 100 150 200 250 300 350
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester A L R REmms e
57 13.60 13.80 14.00 14.20
m/z 83.05 42 _09%
5000
83
29 | ] 283
| | 177 139 160 210 238 |
iy . = M
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.14 4.50 ng 278685 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2049 (14.139 min): BF104755.D (-2046) (-) m/z 57.10 100.00%
57
85
5000
141 13.80 14.00 14.20 14.40
Y l| iy, 109 107 280263 287 328 | "m/z 71.10 72.53%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 U A PR SRS
13. 80 14. oo 14.20 14.40
m/z 43.05 59.20%
29 113 141
I “‘\ M\ h‘ u‘ I | 169 197 225 253 282
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance
57
o 13.80 14.00 14.20 14.40
5000 m/z 85.10 54 _.52%
29 113
141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane R A REER R
57 13.80 14.00 14.20 14.40
m/z 41.10 20.32%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 351;0 ' 13. 80 14. oo 14. 20 14'40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

Sample : J2498-01

Misc :

ALS Vial : 6 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 17 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.75 5.03 ng 238731 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2153 (14.751 min): BF104755.D (-2150) (-) m/z 57.05 100.00%
57
85
5000
113 14.40 1460 14.80 15.00
149169
ol l d A4 ll Lido i )” 107216239 263283 309 341 378 m/z 71.10 77.18%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 L B BN B B
85 14.40 14.60 14.80 15.00
m/z 43.10 59.83%
290 | us 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 53.20%
29 13 141 169 197 205 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane R R
57 14.40 14.60 14.80 15.00
m/z 55.10 22 .55%
85
5000
3 i 1| J | M, 169 197 225 253 281 309 338
m/z--> 50 100 150 260 250 300 3éo ' 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Supraene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.83 3.89 ng 184729 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Farnesol isomer a 222 C15H260 1000108-92-4 87
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 3,7,11-Tridecatrienoic acid, 4,8... 264 C17H2802 036237-69-1 59
Abundance Scan 2166 (14.827 min): BF104755.D (-2163) (-) m/z 69.10 100.00%
69
5000 ML
41 95 137 R AL SO ML B
14.60 14.80 15.00 15.20
ol ahgd a1y § 161 101 222247271 s 7578105 51.520%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LRI B SULRUL UL U
14.60 14.80 15.00 15.20
41 o 137 m/z 41.10 18.14%
’ p b p 1 337 ] 163 101 217 245 273 209 341 367 410
m/z--> éo 100 15 200 250 300 350 400
Abundance
69
14160 14.80 15.00 15.20
s000] 4L m/z 95.00 14 .45%
® 1 f“NVmMV“AVwaﬂVVN\MV%MWVAML
117 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a R mEEEE RS S
69 14.60 14.80 15.00 15.20
m/z 137.10 12.48%
5000 41
93
gl et a0t 22 R
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Cholestan-3-ol, (3.beta.,5.... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.14 8.20 ng 389071 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestan-3-ol. (3.beta..5.beta.)- 388 C27H480 000360-68-9 92
2 Cholestan-3-ol 388 C27H480 027409-41-2 76
3 Cholestanol 388 C27H480 000080-97-7 49
4 Epicholestanol 388 C27H480 000516-95-0 43
5 trans-3-[2-Hydroxy-4-(2-methyl-2. .. 332 C22H3602 1000370-41-7 38

Abundance Scan 2389 (16.139 mm) BF104755.D (-2384) (-) m/z 81.00 100.00%

1 107 215

149

5000

15.80 16.00 16.20 16.40
m/z 215.15  97.26%

331

267288

m/z--> 50 100 150 200 250 300 350
Abundance #206845: Cholestan-3-ol, (3.beta.,5.beta.)-
43
81
5000
107 233 388 15.80 16.00 16.20 16.40
149 m/z 95.05 88.93%
M “ “ﬂ 2% \h\ ‘H175 201 H ‘ \262 288 33\1 35\5 ‘ ‘
— I e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance
43
81 107 233 e
165 15.80 16.00 16.20 16.40
5000 388 m/z 107.10 86.59%
135
355
201 262 288 331
IR A e e o e o e B e L B e B e e e B |
m/z--> 50 100 150 200 250 300 350
Abundance #206833: Cholestanol R A REER R
107 215 15.80 16.00 16.20 16.40

m/z 55.10 83.79%

5000

m/z--> 50 100 150 200 250 300 350 15. 80 16. OO 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\

Data File : BF104755.D

Aca On : 24 Apr 2018 14:46

Operator : JU/SJ

ﬁ?ggle i J2498-01 B16206-VB16122
ALS Vial : 6 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 Cholesterol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.32 4.96 ng 235165 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 95
2 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 90
3 Cholesta-3.5-diene 368 C27H44 000747-90-0 64
4 Cholest-5-en-3-o0l (3.beta.)-. ac... 428 C29H4802 000604-35-3 35
5 Cholesteryl benzoate 490 C34H5002 000604-32-0 22
Abundance Scan 2420 (16.321 min): BF104755.D (-2415) (-) m/z 43.00 100.00%
4B g1 107
145 215
301
353
5000 43 213 055 a6
ok 282 SN IR B
Al 16.00 16.20 16.40 16.60
1L m/z 107.00 82.13%
m/z--> 50 100 150 200 250 300 350
Abundance #205849: Cholesterol
Vil
5000 BN IR B
16.00 16.20 16.40 16.60
m/z 81.05 80.14%
16,
: \I “. \Ih T
m/z-->
Abundance
43
16.00 16,20 16.40 16.60
5000 m/z 91.00 69.13%
81 105
145 213 275 386
125 173,93 232255 301 356 353
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #195842: Cholesta-3,5-diene e A RERREEESE L
43 8 368 16.00 16.20 16.40 16.60
105 145 m/z 105.00 68.92%
5000 247
213
173
il .ﬂ.’r.g?,f-.'.\..w,h.?“‘.‘ Ll S
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042418\

Data File : BF104755.D

Acqg On 24 Apr 2018 14:46 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : J2498-01 B16206-VB16122

ALS Vial : 6 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]
Butanoic acid 4.41 4.0 ng 144650 1 6.80 721455 20.0
Butanoic acid, 3-... 5.19 8.8 ng 316452 1 6.80 721455 20.0
unknown5 .50 5.50 3.5 ng 128099 1 6.80 721455 20.0
Pentanoic acid 5.69 6.5 ng 236200 1 6.80 721455 20.0
Ethanol, 2-butoxy- 5.75 7.9 ng 285130 1 6.80 721455 20.0
unknown6 .57 6.57 23.4 ng 844474 1 6.80 721455 20.0
1-Hexanol, 2-ethyl- 6.86 6.5 ng 234418 1 6.80 721455 20.0
Hexanoic acid, 2-... 7.50 5.6 ng 316685 2 8.09 1129130 20.0
Benzeneacetic acid 8.42 30.8 ng 1736380 2 8.09 1129130 20.0
Indole 8.73 8.4 ng 476517 2 8.09 1129130 20.0
Hydrocinnamic acid 8.90 7.1 ng 399334 2 8.09 1129130 20.0
Pentadecane 9.77 4.5 ng 285439 3 9.85 1258460 20.0
n-Hexadecanoic acid 11.87 5.1 ng 326013 4 11.34 1279380 20.0
1-Dodecanol, 2-oc... 13.82 7.4 ng 456800 5 13.99 1239140 20.0
Eicosane 14.14 4.5 ng 278685 5 13.99 1239140 20.0
Heptacosane 14.75 5.0 ng 238731 6 15.46 948838 20.0
Supraene 14.83 3.9 ng 184729 6 15.46 948838 20.0
Cholestan-3-ol, (... 16.14 8.2 ng 389071 6 15.46 948838 20.0
Cholesterol 16.32 5.0 ng 235165 6 15.46 948838 20.0
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